LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55 Instrument :

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

3?22'6 : J6188-01 BU-03-120418-A

ALS Vial : 20 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-BF120518 .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 3.234 193 195 206 rBvV 120663 266925 2.16% 0.236%
2 5.016 489 498 504 rvB 644166 823939 6.66% 0.727%
3 5.422 561 567 570 rBY 10860086 10839904 87.58% 9.571%
4 6.434 733 739 744 rBV2 10693298 12376489 100.00% 10.927%
5 6.575 758 763 766 rBY 11859136 11222268 90.67% 9.908%
6 6.804 798 802 806 rBY 4138138 3212648 25.96% 2.836%
7 6.963 825 829 832 rVB 9662702 8124886 65.65% 7.174%
8 7.363 892 897 900 rBY 8017503 7429764 60.03% 6.560%
9 8.086 1016 1020 1022 rBV 5304211 4256842 34.39% 3.758%
10 8.104 1022 1023 1028 rVB 273311 205931 1.66% 0.182%

11 9.163 1198 1203 1206 rBV 11992128 10619357 85.80% 9.376%
12 9.257 1213 1219 1223 rVB3 153204 165514 1.34% 0.146%
13 9.551 1266 1269 1272 rBV 1687249 1445242 11.68% 1.276%
14 9.781 1306 1308 1312 rVB 169082 137607 1.11% 0.121%
15 9.839 1312 1318 1322 rBV2 5339634 4494653 36.32% 3.968%

16 10.280 1391 1393 1396 rVB 179986 141985 1.15% 0.125%
17 10.622 1447 1451 1455 rBV 6507392 6181897 49.95% 5.458%
18 10.757 1471 1474 1475 rBV 165266 152647 1.23% 0.135%
19 11.204 1547 1550 1553 rBV3 129919 124367 1.00% 0.110%
20 11.322 1566 1570 1572 rBV 4352037 3577788 28.91% 3.159%

21 11.345 1572 1574 1577 rVV 597401 448827 3.63% 0.396%
22 11.392 1577 1582 1585 rVB2 204344 221916 1.79% 0.196%
23 11.727 1636 1639 1642 rVB 954574 714135 5.77% 0.631%
24 11.780 1645 1648 1652 rBV3 102208 160005 1.29% 0.141%
25 11.857 1657 1661 1666 rBV2 2255747 2101836 16.98% 1.856%

26 11.933 1671 1674 1677 rBV 145514 138471 1.12% 0.122%
27 12.410 1752 1755 1757 rBV 1968644 1686456 13.63% 1.489%
28 12.433 1757 1759 1762 rVB 2148640 1601914 12.94% 1.414%
29 12.527 1770 1775 1779 rBV2 927271 1146487 9.26% 1.012%
30 12.563 1779 1781 1789 rVB5 187398 318334 2.57% 0.281%

31 12.639 1791 1794 1800 rBV 999873 998391 8.07% 0.881%
32 12.757 1809 1814 1818 rBV 822602 849961 6.87% 0.750%
33 12.910 1836 1840 1843 rBV 7438656 6380690 51.55% 5.634%
34 13.810 1990 1993 2001 rVB 1468989 1509821 12.20% 1.333%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

Sample : J6188-01

Misc :

ALS Vial : 20 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.957 2013 2018 2020 rBV2 3230849 3245458 26.22% 2.865%

36 13.980 2020 2022 2025 rVB 390847 303086 2.45% 0.268%
37 14.139 2046 2049 2052 rBV 168009 165044 1.33% 0.146%
38 14.445 2098 2101 2106 rBV2 319680 378366 3.06% 0.334%
39 14.745 2150 2152 2156 rBV2 139429 169165 1.37% 0.149%
40 14.821 2162 2165 2168 rVB 668479 574621 4.64% 0.507%

41 14.974 2188 2191 2199 rBVY 348151 690625 5.58% 0.610%
42 15.080 2206 2209 2211 rBV2 252071 253499 2.05% 0.224%
43 15.268 2239 2241 2246 rVB 223240 270415 2.18% 0.239%
44 15.327 2249 2251 2254 rVB 268110 245970 1.99% 0.217%
45 15.392 2258 2262 2266 rVV 1765360 2131350 17.22% 1.882%

46 15.921 2349 2352 2363 rVB4 435206 756891 6.12% 0.668%

Sum of corrected areas: 113262387
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\

BU-03-120418-A

BF111159.D

7 Dec 2018 00:55

JussJ

J6188-01

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF111159.D

5.42 6.43

5.02

6.96

6.80

7.36

0
Time-->

I
4.50 5.00

st

1le+07
8000000
6000000
4000000
2000000

0

TIC: BF111159.D

10.62
9.84

11.32

9.55

10.28

12.91

A A

Time-->

10.00

10.50 11.00 11.50

9.50 12.00

12.50

13.00

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF111159.D

]
Time--> 13.50

14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.02 5.13 ng 823939 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 499 (5.022 min): BF111159.D (-489) (-) m/z 43.00 100.00%
43.0
59.0
5000
1oLt 460 480 500 520 540
Ol s00 81| a0t
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a5 2k Sho 5k S
0
150 a0 1010 m/z 101.10 17.47%
: 83.0
OFr e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
460 480 500 520 540
5000 m/z 58.10 14 _.87%
41.0
29.0 101.0
0 M | ‘ \500 i 73.0 86.0
L U UL SO IUIL SO UL SRR SURL I B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— NLELELELE LA LI N B
54.0 4.60 4.80 5.00 520 5.40
m/z 41.05 8.54%
5000
410 101.0
0 15.0 ‘%0 11500, 690 80
miz--> 5 % % 40 50 60 70 8 9 100 10 || | 4bo 480 500 520 5.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2 unknown6.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.57 69.86 ng 11222300 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 14
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
Abundance Scan 762 (6.569 min): BF111159.D (-758) (-) m/z 132.00 100.00%
13%.0
5000 68.0
40.1 96.1 J SSAEBE AR RS R
54.0 6.20 6.40 6.60 6.80 7.00
o! .l?}-?...',':.l.l“?-?.u.,....,....,.... m/z 68.05 45_47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
13%.0
5000 67.0 AT

620 6.40 660 6.80 7.00
m/z 134.00 32.48%

0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.
e e
104.0 6.20 6.40 6.60 6.80 7.00
5000 ' m/z 66.10 29.29%
s10 10
91.0 117.0
b33 “” w‘ eyl e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.49%
74.0
116.0
5000 98.0
S PR ORI Y AN Y N1 oy | Y
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\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Pentadecanoic acid, 14-meth... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.73 3.99 ng 714135 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 1639 (11.727 min): BF111159.D (-1636) (-) m/z 73.95 100.00%
74.0
5000 43.1
11,40 11.60 11.80 12.00
o} m/z 87.05 73 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0
11.40 11.60 11.80 12.00
m/z 43.10 41.21%
0 \ I ] 970118 1450 1850 2210 2790
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 2éo
Abundance #107596: Pentadecanoic acid, methyl ester
74.0
11.40 1160 11.80 12.00
5000 m/z 41.10 30.66%
43.0
0||| ||||‘ E— ||‘|| |l||J‘|||| ||‘|| e R |||| |‘||| N S
m/z--> 20 40 60 80 100 120 150 1é0 180 200 220 240 2éo 280
Abundance #84483: Tridecanoic acid, methyl ester R R
74.0 11.40 11.60 11.80 12.00
m/z 55.10 29.06%
5000
43.0 143.0
185.0
0150 L) ot | 1 280
m/z--> ﬁo Jo éo éo 100 120 140 160 180 200 220 240 260 280 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 11.75 ng 2101840 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 87
Abundance Scan 1662 (11.863 min): BF111159.D (-1657) (-) m/z 43.10 100.00%
431  73.0
5000 129.1
97.1 213.2 R e e
157.1 185.1 256.3 1160 1180 12.00 12.20
0 . m/z 73.00 95.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L B BN SULN B
83.0 11. 60 11. 80 12. 00 12 20
A“ 1570 1gso 2130 2560 | | M/Z 60.00  89.87%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
430 1150 1180 1200 1720
5000 129.0 m/z 57.10 77.74%
171.0
o P
0...|.‘l..‘l‘.‘..”l“‘.‘l‘.‘ H‘ ‘Hh “‘|-‘-‘ ]{4|9|(?”” .‘... —  ERARARE R
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid S T T TR T
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.10 74 .10%
5000 129.0
97.0 199.0
ERED g | L
0.1.5.?.‘...“..”.“‘” ‘H M .“.‘.......F??qn.‘...‘.....l....l.. ) U] S
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\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.41 9.43 ng 1686460 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 98
4 9.17-Octadecadienal. (2)- 264 C18H320 056554-35-9 93
5 7-Hexadecyne 222 C16H30 074685-28-2 93

Abundance Scan 1755 (12.410 min): BF111159.D (-1752) (-) m/z 67.05 100.00%

67.0

41.1
5000

i

12.00 12.20 12.40 12.60 12.80
m/z 81.10 88.26%

123.1
o 150.1 1781 2041 9371 263.3 2043

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

f

5000 LA L L L L L L B
12. OO 12. 20 12. 40 12. 60 12. 80
2040 m/z 55.05 75.83%
. 178.0 220.0 263.0 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

41.0 R R R AR

12.00 12.20 12.40 12.60 12.80
m/z 41.10 65.42%

5000
123.0
. 1500 1780 gy 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R B L e
410 67.0 12.00 12.20 12.40 12.60 12.80
m/z 95.10 57.20%
5000 95.0

%

\\123 0 150.0 1780 2200  263.0 29? 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12. 20 12. 40 12. 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 11-Octadecenoic acid, methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.43 8.95 ng 1601910 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 98
4 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 96
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 96
Abundance Scan 1758 (12.427 min): BF111159.D (-1757) (-) m/z 55.10 100.00%
5000 N h
111.1 LR U UM BN B
1411  180.2 222.3 2642 5963 12.20 12.40 12.60 12.80
o} : m/z 41.10 79 .54%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
.0
5000 R BRI USRS SR
12.20 12.40 12.60 12.80
m/z 43.10 65.76%
296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
58.0
' 12.20 12:40 12.60 12,80
5000 m/z 69.10 59.62%
o 296.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester T e e
58.0 12.20 12.40 12.60 12.80
m/z 74.05 54 _.72%
5000
29.0
222.0
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

Sample : J6188-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.64 6.15 ng 998391 Chrysene-di12 13.96
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 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1794 (12.639 min): BF111159.D (-1791) (-) m/z 43.10 100.00%
43.1 3.0
5000
" 12140 12,60 12.80 13.00
(o} m/z 57.10 82.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 LRI UL BULELN BRI U
12.40 12.60 12. 80 13 00
m/z 73.00 78.87%
o150l ik
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 76.94%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 55.10 69 .55%
5000 129.0
83.0
#L 157.0 1850 213.0 256.0
(o} e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1540 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 9.30 ng 1509820 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91
Abundance Scan 1993 (13.810 min): BF111159.D (-1990) (-) m/z 57.10 100.00%
57.1
97.1
5000
LRI BN SRR SUNRL B
391 13.40 13.60 13.80 14.00 14.20
O S .|.I,J. 1% w63 24512803 8272 4163 sz 43.05  99.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
7.0
5000 AR AR SRR U B
anmwmmmmm
m/z 55.10 94 .96%
014.0||,| I \ }39 0 181, 0 308.0
m/z--> éo 100 1éo 200 2éo 360 3éo 460
Abundance #155046: 1-Heneicosanol
580 oo,
13.'40 13.|60 13.I80 14.'00 14.'20
5000 m/z 83.10 79.96%
0l19:9 |} | ?3?0‘ 1820 2240 266.0
m/z--> éo 100 1éo 200 250 300 3éo 460
Abundance #186968: n-Tetracosanol-1 T A R RRa e
57.0 (97.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 75.00%
39.0
ol190 | | f |, 181.0 222.0 264.0 308.0
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3éo 4(')0 13. 40 13. 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

Sample : J6188-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 Hexadecane, 1-chloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.44  2.33ng 378366  Chrysene-diz 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 81
2 Oxalic acid. pentadecvl propvl e... 342 C20H3804

3 Tetradecane 198 C14H30 000629-59-4 64
4 Eilcosane 282 C20H42 000112-95-8 60
5 Nonadecane 268 C19H40 000629-92-5 60

1000309-26-8 64

Abundance Scan 2100 (14.439 min): BF111159.D (-2098) (-) m/z 57.10 100.00%
57.1
5000
r” 239.1
129. 14.20 14.40 14.60 14.80
20011 | 2763 22623504 3974 20 14.40 14 60 14
DY [ [ 1m,.-~... B g BRI Tm/z 43.10  76.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110905: Hexadecane, 1-chloro-
57.0
5000 LIRS
91.0 14.20 14.40 14.60 14.80
m/z 71.10 47 .66%
o150 |L 133.0 1750 224.0260.0
2t “y , R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #178430: Oxalic acid, pentadecy! propy! ester
43.0
R e o e o
14.20 14.40 14.60 14.80
m/z 85.10 32.84%
5000 30 2550
ol } ) 12D 1820 298.0
R i T o S T T B L Bt
m/z--> 50 100 150 200 250 300 350 400
Abundance #59882: Tetradecane A
57.0 14.20 14.40 14.60 14.80
m/z 55.10 28.66%
5000
0
. J{ J j 1410 1980
IIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .82 5.39 ng 574621 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 74
2 Saualene 410 C30H50 000111-02-4 72
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 58
5 trans-Geranylgeraniol 290 C20H340 024034-73-9 53

Abundance Scan 2165 (14.821 min): BF111159.D (-2162) (-) m/z 69.10 100.00%

69.1

-

5000
14.60 14.80 15.00 15.20
L 05,1, 1912 2531
oL 3712, |} 05, M i e 302:1385.2367.24032 1 q/z 81.10  56.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LA B L L L L L L LB
14.60 14.80 15.00 15.20
m/z 41.10 29.62%
137.0
o 29.09 | 1050, | ., 191 0 231.0 273.0 341.0 410.0
i B e e e LA e e e e e e o BN e e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
T T

14.60 14.80 15.00 15.20
5000 m/z 95.10 14 .87%

%

137.0
0229 4 | (1050, | 1910 2310 2730 3410 4100
otk O B e o T LA o WL e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol RS EmmEs o L
69.0 14.60 14.80 15.00 15.20
m/z 68.10 11.08%
137.0
s H?S.O.u.l. R | | e
m/z--> 50 100 150 200 250 300 350 400 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 12 Eicosane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.38 ng 253499 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 62
2 Benzolalpvrene 252 C20H12 000050-32-8 58
3 Benzolklfluoranthene 252 C20H12 000207-08-9 50
4 Hexadecane 226 C16H34 000544-76-3 50
5 Nonadecane 268 C19H40 000629-92-5 45
Abundance Scan 2209 (15.080 min): BF111159.D (-2206) (-) m/z 57.10 100.00%
57.1
252.1
5000
Fi "150 1500 15,20 1540
177.2 : : : :
ol b g (3800 ET22130 || | 2961 3402 3822 4253 a3 90 70.26%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl-
57.0
5000 LR BULE BURULE U ISR
14.80 15.00 15.20 15.40
99.0 253.0 m/z 71.10 69.75%
020 [ L1 |y 140 1830 | 2960
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
25p.0
14,80 15.00 15.20 15.40
5000 m/z 252.10 55.62%
126.0
o 50.0 87.0 , | 163.0200.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #104224: Benzo[k]fluoranthene
259.0 14.80 15.00 15.20 15.40
m/z 85.10 47 .50%
5000
126.0
0 87'0 ” ” 200'0 ™ \\
m/z--> 0 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 13 Perylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.27 2.54 ng 270415 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 96
2 Benzolelpvrene 252 C20H12 000192-97-2 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
Abundance Scan 2241 (15.268 min): BF111159.D (-2239) (-) m/z 252.10 100.00%
25%.1
5000
125.1
15.00 15.20 15.40 15.60
| 1982 2001, 2891 332536524004 m/z 250.10  29.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104214: Perylene
25p.0
5000 L DA SUNL B SR
15.00 15.20 15.40 15.60
125.0 m/z 253.10 20.47%
0l17.0 50.0 830 || 163.0 200.0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #104221: Benzo[e]pyrene
25p.0
15.00 15.20 15.40 15.60
5000 m/z 125.05 19.84%
126.0
ol 410 910 H | 158.0 200.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104229: Benz[e]acephenanthrylene R EEEEE RS
25p.0 15.00 15.20 15.40 15.60
m/z 126.00 13.93%
5000
126.0
0 83.0 | ﬂ 200.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15,20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111159.D

Aca On : 7 Dec 2018 00:55

Operator : JU/SJ

ﬁ?ggle i J6188-01 BU-03-120418-A
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 14 Cyclodocosane, ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 7.10 ng 756891 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 94
2 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 87
3 Chloroacetic acid. tetradecvl ester 290 C16H31CI102 018277-86-6 80
4 Fumaric acid. octadecvl 2.2.3.3.... 582 C27H42F804 1000348-79-4 72
5 Octacosanol 410 C28H580 000557-61-9 64
Abundance Scan 2352 (15.921 min): BF111159.D (-2349) (-) m/z 57.10 100.00%
57.1
97.1
5000
15.60 15.80 16.00 16.20
284.2 325.9 364.3 408.5
0 ,l M35 "m/z 83.10 74.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174181: Cyclodocosane, ethyl-
57.0
97.0
5000 U DA UL UGN U
15,60 15.80 16.00 16.20
m/z 43.10 72.37%
| J 39,0 307.0
oL d A g IR s 2230 2650 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #133063: cis-1-Chloro-9-octadecene
83.0
15.60 15.80 16.00 16,20
soool 239 m/z 69.10 68.64%
25.0
286.0
ol : I | HI ILAL“A]-SQQIZIOIZIOI IZISIOIOI I‘AI L m e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #136128: Chloroacetic acid, tetradecyl ester e AREEEEEaSEE
83.0 15.60 15.80 16.00 16.20
m/z 97.10 66 .65%
5000
25.0 1680
m/z--> 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20

8270-BF120518_.M Fri Dec 07 15:14:52 2018 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111159.D

Acq On : 7 Dec 2018 00:55

Operator : JU/SJ

Sample - J6188-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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... 5.02 5.1 ng 823939 1 6.80 3212650 20.0
unknown6 .57 6.57 69.9 ng 11222300 1 6.80 3212650 20.0
Pentadecanoic aci... 11.73 4.0 ng 714135 4 11.32 3577790 20.0
n-Hexadecanoic acid 11.86 11.8 ng 2101840 4 11.32 3577790 20.0
9,12-Octadecadien... 12.41 9.4 ng 1686460 4 11.32 3577790 20.0
11-Octadecenoic a... 12.43 8.9 ng 1601910 4 11.32 3577790 20.0
Octadecanoic acid 12.64 6.2 ng 998391 5 13.96 3245460 20.0
1-Docosene 13.81 9.3 ng 1509820 5 13.96 3245460 20.0
Hexadecane, 1-chl... 14.44 2.3 ng 378366 5 13.96 3245460 20.0
Supraene 14.82 5.4 ng 574621 6 15.39 2131350 20.0
Eicosane, 2-methyl- 15.08 2.4 ng 253499 6 15.39 2131350 20.0
Perylene 15.27 2.5 ng 270415 6 15.39 2131350 20.0
Cyclodocosane, et... 15.92 7.1 ng 756891 6 15.39 2131350 20.0
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