LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041919\

Data File : BF113862.D

Acq On : 19 Apr 2019 16:55 Instrument :

Operator : JU/SJ ?:'I\:gﬁ't:Sam ol

3§mple : K2202-03 2X SA@604H£;B
isc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF041819_.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 height area % max. total
1 4.010 321 327 331 rBV 31731 42091 1.46% 0.127%
2 5.522 579 584 587 rBV 2119618 1905880 65.96% 5.766%
3 6.522 749 754 757 rBV 2225900 1972645 68.27% 5.968%
4 6.669 775 779 782 rBV 2374141 2045366 70.79% 6.188%
5 6.904 815 819 822 rBV 1298821 1107604 38.33% 3.351%
6 7.057 841 845 849 rBV 1927709 1552811 53.74%  4.698%
7 7.457 908 913 916 rBV 1300402 1137661 39.37% 3.442%
8 8.181 1032 1036 1040 rBV 1534733 1348254 46.66%  4.079%
9 8.610 1106 1109 1114 rBV 43978 49226 1.70% 0.149%
10 8.781 1135 1138 1141 rBV 66591 53253 1.84% 0.161%

11 9.257 1215 1219 1222 rBV 2493640 1936692 67.03% 5.859%
12 9.345 1230 1234 1238 rBV2 104393 100127 3.47% 0.303%

13 9.598 1271 1277 1279 rBV5 33520 47258 1.64% 0.143%
14 9.645 1283 1285 1291 rBV 208603 215572 7.46% 0.652%
15 9.798 1308 1311 1313 rBV 45494 38729 1.34% 0.117%

16 9.875 1316 1324 1327 rBV 135970 126327 4._.37% 0.382%
17 9.939 1331 1335 1339 rVB 1648953 1346149 46.59% 4.072%

18 10.198 1375 1379 1383 rVB6 28806 40513 1.40% 0.123%
19 10.375 1403 1409 1412 rBV 161485 138439 4._.79% 0.419%
20 10.486 1425 1428 1430 rBV 41247 42879 1.48% 0.130%
21 10.598 1441 1447 1449 rBvV 60889 80747 2.79% 0.244%

22 10.722 1464 1468 1473 rBV 1356315 1193543 41.31% 3.611%
23 10.845 1486 1489 1498 rVB 155810 189152 6.55% 0.572%
24 11.298 1563 1566 1568 rBV 114527 103070 3.57% 0.312%
25 11.327 1568 1571 1576 rVB2 74054 84562 2.93% 0.256%

26 11.427 1584 1588 1590 rBV 1529676 1350650 46.75% 4._.086%
27 11.445 1590 1591 1594 rVvVv 226453 170022 5.88% 0.514%
28 11.498 1598 1600 1603 rVB 94424 74239 2.57% 0.225%
29 11.722 1635 1638 1640 rBV 124411 100719 3.49% 0.305%
30 11.822 1651 1655 1658 rBV 1130762 891161 30.84% 2.696%

31 11.951 1674 1677 1684 rVB2 525703 435627 15.08% 1.318%

32 12.039 1689 1692 1695 rBV 76185 80676 2.79% 0.244%
33 12.133 1705 1708 1711 rVB 93745 79643 2.76% 0.241%
34 12.227 1721 1724 1726 rBV2 41572 38826 1.34% 0.117%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041919\

Data File : BF113862.D

Acq On : 19 Apr 2019 16:55 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : K2202-03 2X SA@6@4H£;B
isc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF041819._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.422 1752 1757 1761 rBvV4 28921 60204 2.08% 0.182%
36 12.486 1764 1768 1769 rBV 49768 52774 1.83% 0.160%

37 12.516 1769 1773 1775 rBV 3048823 2889391 100.00% 8.741%
38 12.539 1775 1777 1780 rVB 3415150 2678268 92.69% 8.102%
39 12.627 1788 1792 1794 rBV 554345 550737 19.06% 1.666%
40 12.651 1794 1796 1798 rVV 497654 442663 15.32% 1.339%

41 12.674 1798 1800 1809 rVVv2 272249 377319 13.06% 1.141%
42 12.751 1810 1813 1820 rVB3 220698 240442 8.32% 0.727%
43 12.886 1830 1836 1839 rBV 437620 512340 17.73% 1.550%
44 12.916 1839 1841 1843 rVB 70746 57340 1.98% 0.173%
45 13.039 1858 1862 1865 rBV 1976585 1817181 62.89%% 5.497%

46 13.216 1889 1892 1893 rBV2 99593 94735 3.28% 0.287%
47 13.233 1893 1895 1902 rVVv2 139012 164995 5.71% 0.499%
48 13.304 1903 1907 1910 rVVv2 148769 202567 7.01% 0.613%

49 13.345 1912 1914 1916 rVV 56993 52776 1.83% 0.160%
50 13.392 1920 1922 1927 rVB2 94191 95774 3.31% 0.290%
51 13.668 1967 1969 1972 rBV2 65959 62274 2.16% 0.188%

52 14.204 2055 2060 2063 rBV 1367112 1559243 53.96% 4.717%
53 14.233 2063 2065 2068 rVB 162498 131236 4._.54% 0.397%
54 15.945 2352 2356 2360 rVB 733930 893530 30.92% 2.703%

Sum of corrected areas: 33055902
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041919\

BF113862.D

19 Apr 2019 16:55

JussJ

K2202-03 2X

14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113862.D

6.67

550 6.52

7.06

6.90

7.46

o=
Time-->

T
5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF113862.D

9.26

9.94

11.43

8.18

&% 10,89

67 9

8. 6181178

13.04

1z

Time-->

T T
10.50 11.00

12.00 12.50

B |
8.00 8.50

T T
9.50 10.00 11.50

13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

5000008.39

0

TIC: BF113862.D

14.20

13.67

Time-->

1
13.50

14.00 14.50 15.00

15.50 16.00 16.50

I T
17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.67 Concentration Rank 3

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

6.67 36.93 ng 2045370 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF113862.D (-775) (-) m/z 132.00 100.00%
5000 68
a0 % J "ol 5o 680 760
54 - - -
o |78 | sus o w/z 68.00 41.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.71%
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 6.80 7.00
5000 67 m/z 66.00 25.77%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A AR
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.31%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | G |
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\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.06 ng 138439 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Eicosane 282 C20H42 000112-95-8 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1408 (10.369 min): BF113862.D (-1403) (-) m/z 57.10 100.00%
57
43 71

5000

99 10.00 10.20 10.40 10.60

113127139 154167 182

0 m/z 43.10 71.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83026: Hexadecane
43 57 41
5000 85 T llllllll IIIIIIIIII

10.00 10.20 10.40 10.60
99 m/z 71.00 70.89%

29 113
s T ||| | TP127141155 169183 197 211 226
e e S e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 T T
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.00 48.60%
29
ol 15 99 113127 141155169 198
R T B e it S LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane B R e et S S
57 10.00 10.20 10.40 10.60
3 | 4 m/z 41.00 35.18%
85
5000
29 % .
11
RECH L | | 112127 141155 169 183 197 211 240
S A RO RN S S M b s L i e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.85 2.80 ng 189152 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-i1odo- 310 C13H271 035599-77-0 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1490 (10.851 min): BF113862.D (-1486) (-) m/z 57.05 100.00%

57
5000 85

| | 113 140 169184, 10.60 10.80 11.00 11.20
Obrerrrretlbrll m/z 71.05 81.86%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 LA L B L L L LB
4 10.60 10.80 11.00 11.20
183 m/z 43.10 69.49%
L e A |
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
L
10.60 10.80 11.00 11.20
5000 o m/z 85.10 51.77%
41
0l18 113 141 189 197 226
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- g R e
57 10.60 10.80 11.00 11.20
m/z 41.05 31.73%
5000 85
4
155
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1060 10.80 11.00 11 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 5
R.T. EstConc Area Relative to ISTD R.T.

1182 13.20 ng 801161  Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 81
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80

Abundance Scan 1655 (11.822 min): BF113862.D (-1651) (-) m/z 74.00 100.00%
%
87
5000
43
7 143 297 R NI EE e e
ol 29 m/z 87.00 73.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L e e e )
43 11.60 11.80 12.00 12.20
7 143 m/z 43.10 26.51%
0 ‘ \‘\ Js ‘ L ]\-(\)11151%9 157171185199213227241 2?0
R L e o R Eaa s o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
R REEE RS e
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 21.29%
29 | o7 143
0 101115129 157171185199213227241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119390: Hexadecanoic acid, 2-methyl- L B e L
74 11.60 11.80 12.00 12.20
m/z 41.10 19.41%
87
5000 270
43 57
29 102415129143 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.95 6.45 ng 435627 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 60
Abundance Scan 1677 (11.951 min): BF113862.D (-1674) (-) m/z 72.95 100.00%
73
43 €0
5000
129 \
97 213 A AR RESERE
BS1 a15717 192 297 256 11.60 11.80 12.00 12.20
([ m/z 59.95 76.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
11.60 11.80 12.00 12.20
21 m/z 43.10 73.60%
m/z--> "éb“ 'Zb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11'60 11.80 12.00 12.20
5000 29 129 m/z 57.05 64 .19%
87 15 =h 214
101 143157 | 185
O s o s O o
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 210 2éo
Abundance #95851: Pentadecanoic acid B B
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 58.76%
5000 129
29
199
‘ | ‘ 143 157171 185 242
0.?ﬁﬂ”.“t””. A
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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.52 42.79 ng 2889390 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
Abundance Scan 1774 (12.521 min): BF113862.D (-1769) (-) m/z 67.00 100.00%

67 8

5000 41

263 12.20 12.40 12.60 12.80

178 220 294

Ob el 1922067 /234249 m/z 81.00 89.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

41 67

81

%

5000 LA L L L L L LB L B
12.20 12.40 12.60 12.80
m/z 95.10 61.33%
0t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 81
a1 T T
95 12.20 12.40 12.60 12.80
5000 m/z 55.00 54 _.95%
109 294
123
150 263
0l.26 164178192206220234249 | 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
41 6/7 12.20 12.40 12.60 12.80
81 m/z 82.00 45 _37%
5000 95
109 294
123
. L L earsianp0602003 263
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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.54 39.66 ng 2678270 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1777 (12.539 min): BF113862.D (-1775) (-) m/z 55.05 100.00%

69

5000

12.20 12.40 12.60 12.80
m/z 69.10 78.48%

296
o 279

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
m/z 74.00 74.73%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

41 55

74 L B e o e e e
12.20 12.40 12.60 12.80

5000 97 m/z 41.10 65.25%

264
27 123 222
17152 180 00" gas | 97929
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance : i i

#141273: 8-Octadecenoic acid, methyl ester

41 55 12.20 12.40 12.60 12.80
74 m/z 83.10 63.22%
5000
o S BARRAAmEms IS SN
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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.75 3.56 ng 240442 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
Abundance Scan 1813 (12.751 min): BF113862.D (-1810) (-) m/z 73.00 100.00%
43 h
5000
202
185 24 284 12.40 12.60 12.80 13.00
o 266, | 312328 | n/z 43.10  90.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 | 78
5000 129 NSNS BN B
12.40 12.60 12.80 13.00
m/z 57.10 79.22%
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 12.40 12,60 12.80 13.00
5000 m/z 60.00 75.20%
129
o7 185 228
27
o 113 ' 149166 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95855: Pentadecanoic acid
43 78 12.40 12.60 12.80 13.00
m/z 55.00 70.23%
5000 129
2
ol 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.23 2.12 ng 164995 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 49
Abundance Scan 1894 (13.227 min): BF113862.D (-1893) (-) m/z 216.00 100.00%
6
5000
a 136 155 176 196 250 970 292 319 13.00 13.20 13.40 13.60
o m/z 215.05 67.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74422: 11H-Benzo[b]fluorene
216
5000 LRI U UL B B
13.00 13.20 13.40 13.60
108 m/z 106 .50 28 .48%
0 57 I \M 139 163 1§9 il
m/z--> 20 40 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320
Abundance
216
13,00 13.20 13.40 13.60
5000 m/z 213.00 20.33%
95 189
ol14 39 63 122139 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74419: 11H-Benzo[a]fluorene B e e
216 13.00 13.20 13.40 13.60
m/z 217.00 18.17%
5000
107
ol 2744 63 81, | 139 163 189
m/z--> %beb%mm%@mmmmnmmmﬁm&ﬁ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.60 ng 202567 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 94
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 74

Abundance Scan 1906 (13.298 min): BF113862.D (-1903) (-) m/z 216.05 100.00%

6

5000

108

242 274293 13.00 13.20 13.40 13.60

125, /3163 189

0 m/z 215.00 97 .25%
m/z--> 50 100 150 200 250 300
Abundance #74418: 11H-Benzo[b]fluorene
216
5000 LN L L L L L L L L LB

13.IOO 13.20 13.40 13.60
m/z 57.00 69.27%

107
39 6381 ") 139 163 189 |

ot
m/z--> 50 100 150 200 250 300
Abundance
216
N R B
13.00 13.20 13.40 13.60
5000 m/z 71.10 61.21%
95 189
0 14 39 63 122139 163
i B e A A e o
m/z--> 50 100 150 200 250 300
Abundance #74425: Fluoranthene, 2-methyl- R R R
216 13.00 13.20 13.40 13.60
m/z 43.05 59.03%
5000
108
oL 30 74 | 139 163 189
et R R B
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113862.D

Acq On 19 Apr 2019 16:55

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
Quant Title : 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]
unknown6 .67 6.67 36.9 ng 2045370 1 6.90 1107600 20.0
Hexadecane 10.37 2.1 ng 138439 3 9.94 1346150 20.0
Tridecane, l-iodo- 10.85 2.8 ng 189152 4 11.43 1350650 20.0
Hexadecanoic acid... 11.82 13.2 ng 891161 4 11.43 1350650 20.0
n-Hexadecanoic acid 11.95 6.5 ng 435627 4 11.43 1350650 20.0
9,12-Octadecadien... 12.52 42.8 ng 2889390 4 11.43 1350650 20.0
10-Octadecenoic a... 12.54 39.7 ng 2678270 4 11.43 1350650 20.0
Octadecanoic acid 12.75 3.6 ng 240442 4 11.43 1350650 20.0
11H-Benzo[b]fluorene 13.23 2.1 ng 164995 5 14.20 1559240 20.0
Pyrene, l-methyl- 13.30 2.6 ng 202567 5 14.20 1559240 20.0
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