LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF021519\

Data File : BF112588.D

Aca On : 15 Feb 2019 19:37 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1346-09 2X CL-01-021419-B

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.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

5.040 498 502 511 rBvV 28087 38146 3.11% 0.280%
5.463 571 574 592 rBV 704604 909585 74.05% 6.671%
rBv 809935 1007064 81.99% 7.386%
6.610 765 769 775 rBV 1085717 1070487 87.15% 7.851%
6.828 803 806 815 rBV 605874 538927 43.87% 3.953%
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6.987 829 833 847 rBV 932354 814658 66.32% 5.975%
7.393 899 902 914 rBV 600504 645700 52.57% 4_.736%
rvB 668502 665153 54.15% 4._.878%
8.698 1121 1124 1128 rBV 30090 23669 1.93% 0.174%
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1 9.187 1203 1207 1217 rBV 1366690 1228344 100.00% 9.009%
11 9.263 1217 1220 1223 rVB 28186 24074 1.96% 0.177%
12 9.528 1260 1265 1269 rBv4 11781 18171 1.48% 0.133%
13 9.581 1271 1274 1281 rVB 60857 61472 5.00% 0.451%
14 9.792 1304 1310 1314 rVB 23115 22148 1.80% 0.162%
15 9.869 1319 1323 1332 rVB 967506 895652 72.92% 6.569%
16 10.292 1387 1395 1399 rBv4 20212 25640 2.09% 0.188%
17 10.422 1414 1417 1421 rVB 14869 15422 1.26% 0.113%
18 10.663 1455 1458 1468 rBV 831206 858304 69.87% 6.295%
19 11.210 1544 1551 1554 rBV3 14277 16089 1.31% 0.118%

20 11.357 1573 1576 1579 rBV 868744 863846 70.33% 6.336%

21 11.380 1579 1580 1585 rVVv 105091 104927 8.54% 0.770%

22 11.439 1587 1590 1595 rVB2 13938 16521 1.34% 0.121%
23 11.875 1657 1664 1672 rBV4 111144 192547 15.68% 1.412%
24 11.975 1678 1681 1684 rBV2 33100 38636 3.15% 0.283%
25 12.157 1709 1712 1714 rBV2 11993 13302 1.08% 0.098%
26 12.298 1732 1736 1740 rBV7 10658 21115 1.72% 0.155%
27 12.416 1751 1756 1758 rBV 42217 51717 4.21% 0.379%
28 12.439 1758 1760 1764 rVV5 21935 29879 2.43% 0.219%
29 12.504 1768 1771 1773 rBV3 13706 20300 1.65% 0.149%
30 12.580 1780 1784 1787 rBV 112763 107845 8.78% 0.791%
31 12.663 1795 1798 1804 rBV6 35312 55917 4 _55% 0.410%
32 12.733 1806 1810 1812 rBV5 13979 21073 1.72% 0.155%
33 12.810 1817 1823 1828 rBV 128261 156484 12.74% 1.148%
34 12.863 1830 1832 1835 rBv4 17429 17761 1.45% 0.130%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112588.D

Aca On : 15 Feb 2019 19:37

Operator : JU/SJ

Sample : K1346-09 2X

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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.939 1841 1845 1848 rBV 1274303 1062454 86.49% 7.792%

36 13.157 1881 1882 1885 rVB2 18819 14584 1.19% 0.107%
37 13.339 1910 1913 1915 rBV2 18360 17649 1.44% 0.129%
38 13.498 1938 1940 1945 rVB6 26278 27139 2.21% 0.199%
39 13.827 1993 1996 2000 rBV2 88940 93495 7.61% 0.686%
40 14.010 2023 2027 2030 rBV 789344 754674 61.44% 5.535%
41 14.145 2048 2050 2052 rBV 46788 32869 2.68% 0.241%
42 14.451 2099 2102 2105 rBVY 83190 89906 7.32% 0.659%
43 14.751 2151 2153 2157 rVB 68674 65158 5.30% 0.478%

44 15.086 2208 2210 2215 rVB 150649 135460 11.03% 0.993%
45 15.492 2275 2279 2283 rVB2 498256 606264 49.36% 4._.446%
46 15.892 2344 2347 2353 rVB2 103055 144616 11.77% 1.061%

Sum of corrected areas: 13634843
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112588.D

Aca On : 15 Feb 2019 19:37

Operator : JU/SJ

Sample : K1346-09 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112588.D

1200000
6.61

1000000 6.99

800000 6.48
5.46

600000 6.83 7.39

400000

200000

504 kL N

N N o ST L

T
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: BF112588.D

1200000

1000000 9.87

10.66 11.36

800000
8.12

600000

400000

200000
1

10.29.42 11'3,];1

A
LI

50 Jozs o o1

O e B A e e Lo e B e e e e LA i M s sy e I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112588.D

S

1200000

1000000 14.01

15.49

800000

600000

400000 1445 1475
13.83 ||14.15

200000{ 13 50

77—

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50

8270-BF012519.M Mon Feb 18 11:30:18 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112588.D

Aca On : 15 Feb 2019 19:37

Operator : JU/SJ

Sample : K1346-09 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 39.73 ng 1070490 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 769 (6.610 min): BF112588.D (-765) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 : : : : :
ol grer | eus ) m/z 68.10  36.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.17%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 24.01%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.51%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112588.D

Aca On : 15 Feb 2019 19:37

Operator : JU/SJ

Sample : K1346-09 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.87 4.46ng 192547  Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 1663 (11.869 min): BF112588.D (-1657) (-) m/z 192.10 100.00%
192
5000 43 073
129
LJM 9% 115 152165 213 11.60 11.80 12.00 12.20
o m/z 191.10 61.83%
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
11.60 11.80 12.00 12.20
m/z 43.10 49 .27%
| LITJJ 143157171185199213
O-rrrprrr e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
R N RARE SRR SR m
11.60 11.80 12.00 12.20
5000 m/z 73.00 46 .59%
29
0 ..1.5,... .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 41.72%
5000 129
29
o 15 L“HV 143157
R N RERE SRR R
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\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112588.D

Aca On : 15 Feb 2019 19:37

Operator : JU/SJ

Sample : K1346-09 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Oxalic acid, isobutyl hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.48 ng 93495 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 83
2 Oxalic acid. allvl tridecvl ester 312 C18H3204 1000309-24-1 83
3 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 83
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 81
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 74
Abundance Scan 1996 (13.827 min): BF112588.D (-1993) (-) m/z 57.10 100.00%
57
5000
229 TR R aalen a4 a4e0
4 140 169 191 211 257275 303 326342 13.60 13.80 14.00 14.20
o} m/z 43.10 95.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 LRI BN SULIILE B B
13.60 13.80 14.00 14.20
29 83 m/z 55.10 67 .52%
o EE 196 224 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #154546: Oxalic acid, allyl tridecyl ester
4
" 13.60 13.80 14.00 14,20
5000 m/z 71.10 54 _.78%
N J\ 125 227
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #204512: Oxalic acid, octadecyl propyl ester R AEEmEEES L
43 13.60 13.80 14.00 14.20
m/z 41.10 52.21%
5000 71
0 26 | ‘ 153 182 224 252 279
miz-> 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\BF021519\
Data File : BF112588.D

Aca On : 15 Feb 2019 19:37

Operator : JU/SJ

Sample : K1346-09 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.38 ng 89906 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane 254 C18H38 000593-45-3 76
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 76
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 74
Abundance Scan 2102 (14.451 min): BF112588.D (-2099) (-) m/z 57.10 100.00%
g7
85
5000
M, 196 230 258281303 450 14140 1450 1450
Oty m/z 71.10 82.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L BRI B BRI B
mmmmmmmm
m/z 43.10 80.85%
29 113
oL L. ] 1 i ] | A1?1‘169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3éo 460
Abundance #94346: Heptadecane
57
g5 " 14.20 14.40 14.60 14.80
5000 m/z 85.10 61.84%
29
m/z--> éo 160 1%0 260 250 360 3éo 400
Abundance #105885: Octadecane R EmEEs e
57 14.20 14.40 14.60 14.80
m/z 41.10 34.43%
5000 85
29
ol Lt 141 169 197 205 254
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 300 350 400 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112588.D

Aca On : 15 Feb 2019 19:37

Operator : JU/SJ

Sample : K1346-09 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.89 4.77 ng 144616 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 81
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 74
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 72
5 2-methyloctacosane 408 C29H60 1000376-72-8 72
Abundance Scan 2347 (15.892 min): BF112588.D (-2344) (-) m/z 57.10 100.00%
57
85
5000
155 183 209 36555 279 307 339 366 15.60 15.80 16.00 16.20
ol 255 il m/z 71.10 71.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494; Hexacosane
57
5000 85 LI S BN UL B
15.60 15.80 16.00 16.20
113 m/z 43.10 65.50%
o 2204 ] 24L 169 197 225 253 295 366
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #140553: 1-lodo-2-methylundecane
57
1560 15.80 16.00 16.20
5000 m/z 85.10 63.57%
85
29
NS ‘169 211 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- AR EEREE L
43 15.60 15.80 16.00 16.20
- m/z 41.10 24 .54%
5000
oLl J‘ u J157 1% 183209225 253 295 a7
m/z--> 50 100 1%0 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021519\
Data File : BF112588.D

Acq On : 15 Feb 2019 19:37

Operator : JU/SJ

Sample - K1346-09 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
unknown6.61 6.61 39.7 ng 1070490 1 6.83 538927 20.0
n-Hexadecanoic acid 11.87 4.5 ng 192547 4 11.36 863846 20.0
Oxalic acid, isob... 13.83 2.5 ng 93495 5 14.01 754674 20.0
Heneicosane 14 .45 2.4 ng 89906 5 14.01 754674 20.0
Hexacosane 15.89 4.8 ng 144616 6 15.49 606264 20.0

8270-BF012519.M Mon Feb 18 11:30:21 2019 Page: 9



