LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 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-BF092317.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

2.199 16 19 49 rVB4 65838 211326 15.52% 1.350%
5.128 514 517 526 rVB 114842 111420 8.18% 0.712%
593 rBvV 787334 685069 50.31% 4._.377%
6.528 751 755 767 rBV 844512 688047 50.53% 4 _.396%
6.675 777 780 784 rBV 817358 724020 53.17% 4.626%
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6.910 817 820 824 rBV 911147 832332 61.13% 5.318%
7.069 843 847 850 rBV 669815 562707 41.33% 3.595%
919 rBvY 515354 424259 31.16% 2.711%
8.192 1034 1038 1042 rBV 1195706 1096597 80.54% 7.006%
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1 9.263 1216 1220 1231 rBV 890585 830247 60.98% 5.304%
11 9.657 1284 1287 1295 rVB 102427 90740 6.66% 0.580%
12 9.810 1310 1313 1316 rVB 25248 20313 1.49% 0.130%
13 9.869 1316 1323 1328 rBV2 22515 27383 2.01% 0.175%
14 9.951 1333 1337 1346 rVB 1278681 1109264 81.47% 7.087%
15 10.369 1401 1408 1411 rBV2 45876 54739 4.02% 0.350%
16 10.586 1440 1445 1448 rBV2 17563 26109 1.92% 0.167%
17 10.733 1467 1470 1477 rBV 378378 342383 25.15% 2.187%
18 10.839 1486 1488 1498 rBV 63893 84365 6.20% 0.539%
19 11.039 1518 1522 1526 rBV5 14915 23836 1.75% 0.152%
20 11.292 1562 1565 1567 rBV 82338 65230 4._.79% 0.417%
21 11.322 1567 1570 1576 rVB3 30092 41051 3.01% 0.262%
22 11.439 1586 1590 1592 rBV 1021739 905716 66.52% 5.786%
23 11.463 1592 1594 1597 rVB 67484 56247 4._.13% 0.359%
24 11.716 1634 1637 1640 rBV 52572 40541 2.98% 0.259%
25 11.822 1651 1655 1658 rBV 803184 687872 50.52% 4 _.395%
26 11.939 1672 1675 1677 rBV 23916 24619 1.81% 0.157%
27 11.969 1677 1680 1683 rVB 25432 24760 1.82% 0.158%
28 12.045 1690 1693 1696 rBV2 28123 28836 2.12% 0.184%
29 12.122 1704 1706 1712 rVB 39955 40231 2.95% 0.257%
30 12.227 1720 1724 1727 rBV4 20011 27623 2.03% 0.176%

31 12.504 1768 1771 1773 rBV 1527228 1361582 100.00% 8.699%
32 12.527 1773 1775 1778 rVB 1713617 1286703 94.50% 8.221%
33 12.610 1786 1789 1793 rVB 437309 331994 24 _.38% 2.121%
34 12.651 1793 1796 1798 rBV 95142 79723 5.86% 0.509%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.880 1832 1835 1841 rVB 133769 131874 9.69% 0.843%

36 13.016 1855 1858 1862 rBV 625919 500849 36.78% 3.200%

37 13.092 1867 1871 1878 rBV7 30690 67464 4._95% 0.431%
38 13.204 1883 1890 1894 rBV6 58176 101532 7.46% 0.649%
39 13.239 1894 1896 1898 rBV 35153 34767 2.55% 0.222%
40 13.310 1905 1908 1910 rBV 25578 25697 1.89% 0.164%
41 13.333 1910 1912 1914 rVV 30497 25705 1.89% 0.164%
42 13.357 1914 1916 1921 rVV5 35587 51824 3.81% 0.331%
43 13.398 1921 1923 1927 rVV2 50865 54022 3.97% 0.345%
44 13.498 1937 1940 1943 rBV4 21171 24637 1.81% 0.157%
45 13.580 1952 1954 1958 rBV2 25690 29424 2.16% 0.188%
46 13.763 1981 1985 1991 rVB4 57444 86027 6.32% 0.550%
47 13.910 2007 2010 2012 rBV 31337 30295 2.22% 0.194%
48 14.004 2023 2026 2031 rBV3 37880 52375 3.85% 0.335%

49 14.074 2034 2038 2041 rBV 761256 729845 53.60% 4.663%
50 15.574 2288 2293 2302 rVB 552326 758142 55.68% 4.844%

Sum of corrected areas: 15652363
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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\BF093017\

BF098964 .D

30 Sep 2017 15:55

SJ/Ju

15487-10 5X

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098964.D
1500000
1000000 6.91
5.52 6.5%.67
7.07
500000 rar
O\ﬂ\k
L e e e e e o LA e e e e e e e L e o e L LA e e e e o o R S ML
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: BF098964.D
12,53
12J50
1500000
9.95
8.19
11.44
1000000
9:26 11.82
500000 10.73
9.66 0.8
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: BF098964.D
1500000
1000000 14.07
15.57
500000
13. 63191
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 : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.20 5.08 ng 211326 1,4-Dichlorobenzene-d4 6.92
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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 19 (2.199 min): BF098964.D (-16) (-) m/z 72.95 100.00%
74.
5000 43.0
55.0 87.0
| 2.20 2.30 2.40 2.50 2.60
e et e L Tmzz 43,000 42.61%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 87.00 28.78%
29.0 ‘
”'I”"P"W"”“'”'““M'P"W"”J'“'I”"P"W'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
410 gy 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 55.00 24 .69%
29.0
15.0 97.0
mz-> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1996: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 _.47%
5000
43.0
20 150 20 || 530 630 | 880
m/z--> 0 10 20 30 40 50 60 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:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.13 2.68 ng 111420 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 517 (5.128 min): BF098964.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S A N R
| 83.0 | 480 5.00 5.20 5.40
R B - S P m/z 59.00 55.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS UL UL L
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 19.42%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 17.32%
101.0
15.0 270 71.0
56.0 86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime EEAm e
43.0 480 5.00 5.20 5.40
m/z 41.00 8.72%
5000
101.0
150 310 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3 unknown6.67 Concentration Rank 3

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

6.67 17.40 ng 724020 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF098964.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IREBE ARSI S
400 540 ‘ ‘ 6.40 6.60 6.80 7.00
.,....,...:l'!...,!!..,::.'.|,..7.E?f’....,..I.,?"??.?....,....,'...,.. m/z 68.00 46.34%
m/z--> 20 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 .
5000 U I R UL AL
6.40 6.60 6.80 7.00
310 510 m/z 66.00 31.03%
‘ 1 ‘ | 7b0 !
I AR IR UL LS I LS I S S SRR R

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
132.0
e e e e
117.0 6.40 6.60 6.80 7.00
5000 m/z 134.00 30.82%
39.0 910
270 T 510 650 770 105.0
T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine i e R maa
132.0 6.40 6.60 6.80 7.00
m/z 69.00 18.19%
97.0
5000
70.0
31.0 52.0
e el geo | 160 |
R a o e e  AAARRAR RS S R B AuRmamEs s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.82 15.19 ng 687872 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1655 (11.822 min): BF098964.D (-1651) (-) m/z 74.00 100.00%
74.0
5000
43.1
” | e 227.2 " 1160 11.80 12,00 12.20
185.1 - - - -
...,....-,'....",.J'.. ':...','...1.2,1.9..,|....,..-..,.-...-,...., b 298 Tm7z 87.00  73.11%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 NI SO BRI SRR SR
43.0 1160 11.80 12,00 12.20
143.0 m/z 43.10 32.00%
‘\‘_Wﬂ | momeﬂO 270.0
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0

11.60 11.80 12.00 12.20

5000 43.0 m/z 55.00 25.11%

9701170 30 1850 2270 270.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester e
74.0 11.60 11.80 12.00 12.20
m/z 41.10 23.23%
5000
430 143.0
| 1020, 213.0 256.0
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:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.50 30.07 ng 1361580 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 97

Abundance Scan 1770 (12.498 min): BF098964.D (-1768) (-) m/z 67.00 100.00%

67.0

5000

12.20 12.40 12.60 12.80
m/z 81.00 83.18%

123.1
150.1473 11950 2202 2632 204.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

5000 llllllllllllllllll
12 20 12. 40 12 60 12. 80
294.0 m/z 55.00 70.01%
123.0 150.0 263.0
178.0 220.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
41.0 95.0 1220 1240 12.60 12.80
5000 m/z 41.05 57.02%
294.0
123.0
150.0 1750 220.0 263.0
wmm‘mTﬁTﬁmﬁrwwmwwr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate R ERRREEEE S
. 12 20 12. 40 12 60 12. 80

m/z 95.10 51.31%

294.0
123.0 150.0 178.0 920.0 263.0

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

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 10-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.53 28.41 ng 1286700 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 98

Abundance Scan 1775 (12.527 min): BF098964.D (-1773) (-) m/z 55.00 100.00%

.0

5000

137.1 180.2 222.2 %“2%3 1220 12.40 12.60 12.80
: m/z 69.10 68.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester

5000

12.20 12.40 12.60 12.80
264.0 m/z 74.00 64.81%

296.0

137.0 180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
55.0
R e s
12.20 12.40 12.60 12.80
5000 83.0 m/z 41.10 63.78%
29.0 1110 264.0
"~ 1380 180.0 222.0 296.0
mwmrmwm’mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)- T T T
55.0 12. 20 12. 40 12 60 12. 80
m/z 83.10 53.71%
5000

1110 264.0
"~ 137.0 1800 2220 296.0

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Methyl stearate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.61 7.33 ng 331994 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91

Abundance Scan 1789 (12.610 min): BF098964.D (-1786) (-) m/z 74.00 100.00%
74.0
5000 430
‘ oro . 1 109.1 255.2 12.20 12.40 12.60 12.80 13.00
— ..|',..I'. Wil 109 | a7io T 261 D7 2ms e e 00
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74.0
5000 43.0 U AL SRR SR B
1220 12.40 12.60 12.80 13.00
97 143.0 199.0 255.0 2980 m/z 43.05 36.70%
“ m\“ ‘H\ || 1210 1710 ‘ 2270 ‘ N ‘
m/z--> ﬁo 45 65 éo 160 120 140 1éo 1§0 200 220 240 260 280 300
Abundance
74.0
1290 12190 1260 1280 1500
5000 m/z 55.00 28.37%
28.0
143.0 255.0 298.0
Ll 101.0 171.0 1990 -
WWWWTWWWWW
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95860: Methyl tetradecanoate S R EEEE S L R
74.0 12.20 12.40 12.60 12.80 13.00
m/z 41.05 22 .95%
5000
43.0
mz-> 20 45 65 éo 160 120 1&0 160 180 260 220 250 260 280 300 12,20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9 Pyrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.20 2.78 ng 101532 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 76
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 72
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 64
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 1889 (13.198 min): BF098964.D (-1883) (-) m/z 216.10 100.00%

216.1

5000

12.80 13.00 13.20 13.40 13.60
m/z 215.10 83.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216.0
5000
12.80 13.00 13.20 13.40 13.60
m/z 79.00 51.48%
95.0 189.0
14.0 39.0 63.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216.0
R e R o R
12.80 13.00 13.20 13.40 13.60
5000 m/z 93.05 45.77%
108.0
51.0 810 139.0163.0 1890

mmmrmwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74413: Pyrene, 2-methyl- N e o
. 12.80 13.00 13.20 13.40 13.60
m/z 41.00 37.36%

5000

122.0 163.0
I e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098964.D

Aca On : 30 Sep 2017 15:55

Operator : SJ/JU

Sample : 15487-10 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 10 unknownl3.76 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.36 ng 86027 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-exo-tricvclol6.2.1.0(2.... 164 C12H20 1000215-29-8 38
2 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 38
3 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 22
4 3-(2-HvdroxvcvclohexvD)-furan 166 C10H1402 118959-04-9 20
5 2,2"-Bi(bicyclo[2.2.1]heptane) 190 C1l4H22 018947-78-9 18
Abundance Scan 1985 (13.763 min): BF098964.D (-1981) (-) m/z 81.00 100.00%
81.0 151.1
55.0
5000
09.1 270 237.1 R
206.0 281.1 308.2 13.40 13.60 13.80 14.00
m/z 151.10 96.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33780: 4-Methyl-exo-tricyclo[6.2.1.0(2.7)]undecane
81.0

123.0
5000 R R
41.0 13.40 13.60 13.80 14.00

164.0 m/z 95.00 72.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

151.0

39.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 70.45%

77.0
106.0

mﬁwmmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #35204: Naphthalene, decahydro-2,2-dimethyl- R AR EEEEE T
95.0 151.0 13.40 13.60 13.80 14.00
m/z 67.00 59.02%
5000 55.0
29.0 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13. 80 14. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093017\

Data File : BF098964.D

Acg On : 30 Sep 2017 15:55

Operator : SJ/JU

3?22'6 i 15487-10 5X CL-02-092717-D
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.20 5.1 ng 211326 1 6.92 832332 20.0
2-Pentanone, 4-hy... 5.13 2.7 ng 111420 1 6.92 832332 20.0
unknown6 .67 6.67 17.4 ng 724020 1 6.92 832332 20.0
Hexadecanoic acid... 11.82 15.2 ng 687872 4 11.44 905716 20.0
9,12-Octadecadien... 12.50 30.1 ng 1361580 4 11.44 905716 20.0
10-Octadecenoic a... 12.53 28.4 ng 1286700 4 11.44 905716 20.0
Methyl stearate 12.61 7.3 ng 331994 4 11.44 905716 20.0
Pyrene, l-methyl- 13.20 2.8 ng 101532 5 14.07 729845 20.0
unknownl3.76 13.76 2.4 ng 86027 5 14.07 729845 20.0
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