LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097796.D

Aca On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 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-BF081517.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 _.957 484 488 495 rVB 84723 87014 8.18% 0.719%
2 5.369 554 558 562 rBV 827258 741854 69.72% 6.130%
3 6.392 728 732 736 rBV 873769 742283 69.76% 6.134%
4 6.539 753 757 760 rBV 836651 747534 70.25% 6.177%
5 6.775 793 797 800 rBVY 1029140 797580 74.96% 6.591%
6 6.928 819 823 827 rBV 681857 545957 51.31% 4.511%
7 7.334 888 892 895 rBV 499236 420350 39.50% 3.474%
8 7.416 902 906 911 rVB 12753 13156 1.24% 0.109%
9 8.057 1010 1015 1018 rBvY 1218303 976571 91.78% 8.070%
10 8.657 1114 1117 1120 rBV 25137 20811 1.96% 0.172%
11 9.133 1194 1198 1201 rBV 778609 629608 59.17% 5.203%
12 9.222 1210 1213 1217 rBV 36213 32602 3.06% 0.269%
13 9.528 1262 1265 1269 rBV 108121 95341 8.96% 0.788%
14 9.751 1300 1303 1307 rVB 39938 33412 3.14% 0.276%
15 9.810 1309 1313 1317 rVB 1006831 826626 77 .69% 6.831%
16 10.245 1384 1387 1390 rVB 39336 34814 3.27% 0.288%
17 10.469 1421 1425 1428 rBvV 20237 20427 1.92% 0.169%
18 10.592 1442 1446 1451 rBvV 360570 297025 27.91% 2.454%
19 10.722 1465 1468 1476 rVB 47754 60101 5.65% 0.497%
20 11.169 1541 1544 1547 rBV 41170 32830 3.09% 0.271%
21 11.198 1547 1549 1555 rVB 19156 17597 1.65% 0.145%
22 11.292 1561 1565 1568 rBV 870894 691247 64.96% 5.712%
23 11.598 1614 1617 1619 rBV 33702 27147 2.55% 0.224%
24 11.698 1630 1634 1637 rBV 360693 314128 29.52% 2.596%
25 11.898 1665 1668 1672 rBV6 10107 18764 1.76% 0.155%
26 12.004 1682 1686 1689 rBV 25644 21740 2.04% 0.180%

27 12.380 1746 1750 1752 rBV 1271081 1064048 100.00% 8.793%
28 12.404 1752 1754 1757 rVB 819462 639983 60.15% 5.288%
29 12.486 1765 1768 1773 rVB2 145003 138207 12.99% 1.142%

30 12.727 1806 1809 1812 rBV2 36259 36645 3.44% 0.303%
31 12.763 1813 1815 1818 rVB 27026 22722 2.14% 0.188%
32 12.874 1831 1834 1838 rBV 543818 475830 44.72% 3.932%
33 13.063 1861 1866 1868 rBV6 27567 41776 3.93% 0.345%
34 13.121 1874 1876 1880 rVB4 30226 31430 2.95% 0.260%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097796.D

Aca On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 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-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.210 1889 1891 1893 rBV3 17838 13893 1.31% 0.115%
36 13.274 1900 1902 1904 rBV3 19494 21259 2.00% 0.176%
37 13.321 1908 1910 1915 rVV5 28600 29605 2.78% 0.245%
38 13.463 1932 1934 1938 rVB2 26818 24675 2.32% 0.204%

39 13.927 2009 2013 2016 rBV 807369 761053 71.52% 6.289%
40 15.357 2252 2256 2260 rVB 482858 553899 52.06% 4._.577%

Sum of corrected areas: 12101544
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081717\

BF097796.D

17 Aug 2017 19:58

SJ/Ju

14817-01 5X

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time--> 8.00
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TIC: BF097796.D

13.93
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097796.D

Aca On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 7

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

4.96 2.18 ng 87014 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 5-Hexen-2-one 98 C6H100 000109-49-9 14
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 488 (4.957 min): BF097796.D (-484) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R N R L
| 83.0 | 4.60 4.80 5.00 5.20
oSOV 1 O | Rt A O m/z 59.10 52.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U AR RN B
59.0 460 480 500 520
0
150 4, 1010 m/z 58.00 18.11%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 410 m/z 101.00 17.90%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T e
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.26%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097796.D

Aca On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.54 Concentration Rank 2

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

6.54 18.75 ng 747534 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 757 (6.539 min): BF097796.D (-753) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 | 9%.0 550 640 650 680 |
54.0 77.0 : - : :
o....,...:',!...,::..,.:.I.',....,.??.9,..!.,?1?‘?.0,1.1.“3.9,....,"...,.. m/z 68.10 45.03%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 AN S R LN LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.11%
O.H.J”JPPI.WH.”,.”.,m7g9.”,.”.,”..“..w..”,‘”.,”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 66.00 29.91%
33.0 44.0 0.0 105.0
0""I"”I""I'”§??"'{”'Q%P"'P"'I"'W%%qpl'”'I""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene E EEma R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.75%
5000
63.0 81.0
o _3t0 500 | gp0l010 1120 |
iz B 4 b 8 % 160 110 136 130 1k 620 640 6.60 680
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097796.D

Aca On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.70 9.09 ng 314128 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
Abundance Scan 1634 (11.698 min): BF097796.D (-1630) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 a1 11 e 1900
97.0 185.1 227.2 11.40 11.60 11.80 12.00
0 ...,....-,|...|:|',.'.|-'.. Moy | B2 77 87.00 71.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methyl ester
74.0
5000 L B UL SN SULE
43.0 11. 40 11. 60 11. 80 12. 00
m/z 43.05 28.71%
0 15w0 \‘ ‘\ M\ \\‘ L 97“0 121.0 4?.0 1850 2270 27?0
m/z--> 20 Jo 60 80 100 120 110 160 180 200 220 210 260
Abundance
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.00 22.67%
. 97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate R e A AR
74.0 11.40 11.60 11.80 12.00
m/z 41.00 20.55%
5000
43.0
. | 11000193030 470 1990 2420
mz-> 20 g o !e'o" "B 100 13 150 1 150 3% o 3% 2% 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097796.D

Aca On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.38 30.79 ng 1064050 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 95
Abundance Scan 1750 (12.380 min): BF097796.D (-1746) (-) m/z 67.05 100.00%
67.0

5000{ 411
123.1 12.00 12.20 12.40 1260
-+ 150.1 . . . .
178.2 220.2 263.3 .
Ol rrrr el 2943 "m/z 81.05 84.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 [rrrr[rrrrpfrrrrprrrrpri
12.00 12.20 12.40 12.60
m/z 95.05 56.22%
ol i 123.0 1490 4759 262.0 294.0
S ARaRaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
R N AREARERE S
95.0 12.00 12.20 12.40 12.60
5000 m/z 55.05 55.93%
294.0
1230 150.0 1780  ,p00 2630
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139715: 11,14-Octadecadienoic acid, methyl ester REARE RS e et
12.00 12.20 12.40 12.60
m/z 41.10 45.59%
5000

294.0

150.0 178.0 263.0

220.0

o —
LI L L B L B B B B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097796.D

Aca On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 7-Octadecenoic acid, methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.40 18.52 ng 639983 Phenanthrene-d10 11.29

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 97
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 96
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 96
4 cis-13-Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 95
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91

Abundance Scan 1753 (12.398 min): BF097796.D (-1752) (-) m/z 55.00 100.00%

5000

264.3 12.00 12.20 12.40 12.60 12.80
m/z 74.00 75.78%

180.2 222.2

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141274: 7-Octadecenoic acid, methyl ester

5000 [Trr T[T i rrr It
12.00 12.20 12.40 12.60 12.80
m/z 69.10 74 .19%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l'
12.00 12.20 12.40 12.60 12.80
5000 3.0 m/z 41.05 66.58%
29.0 110.0

. 1370 1800 2220 2640 o950
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester RN L e e e
12.00 12.20 12.40 12.60 12.80

m/z 83.10 56.94%

5000

264.0

222.0

29.0 137.0 180.0

296.0

I T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097796.D

Aca On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.49 4.00 ng 138207 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 96
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
Abundance Scan 1769 (12.492 min): BF097796.D (-1765) (-) m/z 74.00 100.00%
74.0
5000
43.1
12.20 12.40 12.60 12.80
o} m/z 87.00 72.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0 LRI IS UL LN B
1220 12.40 12,60 12.80
‘ m/z 43.10 29.32%
|

o

143.0 208.0
97.0 255.0
190 ) | WO T 1m0 190 aypg 260 P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0

12.20 12. 40 12. 60 12.80

5000 m/z 75.00 20.42%
43.0 143.0
o|15.0 101.0 1710 2130 2560
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester R B
74.0 12.20 12.40 12.60 12.80

m/z 55.00 19.02%

5000 43.0
[yl emo a0 1850 2270 2100

I |
T T T T T T T e T e T T T T T T L B B B S B e B B

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
Data File : BF097796.D

Acq On 17 Aug 2017 19:58

Operator : SJ/JU

Sample : 14817-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4_.96 2.2 ng 87014 1 6.77 797580 20.0
unknown6 .54 6.54 18.8 ng 747534 1 6.77 797580 20.0
Hexadecanoic acid... 11.70 9.1 ng 314128 4 11.29 691247 20.0
9,12-Octadecadien... 12.38 30.8 ng 1064050 4 11.29 691247 20.0
7-Octadecenoic ac... 12.40 18.5 ng 639983 4 11.29 691247 20.0
Methyl stearate 12.49 4.0 ng 138207 4 11.29 691247 20.0
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