LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 2.287 30 34 44 rVB 69363 95861 3.62% 0.372%
2 5.198 526 529 537 rBV 68452 94699 3.57% 0.368%
3 5.592 592 596 623 rBVY 1474077 2176932 82.18% 8.452%
4 6.592 762 766 786 rBY 1531321 2299650 86.81% 8.929%
5 6.728 786 789 825 rVB 1894631 2618207 98.83% 10.165%
6 6.957 825 828 835 rBV 386587 520023 19.63% 2.019%
7 7.110 850 854 870 rBVY 1725376 1849008 69.80% 7.179%
8 7.522 920 924 948 rBV 987363 1502313 56.71% 5.833%
9 8.239 1042 1046 1069 rBV 645978 881700 33.28% 3.423%
10 9.310 1222 1228 1237 rBvV 2546179 2649079 100.00% 10.285%
11 9.374 1237 1239 1242 rVVv2 68092 81435 3.07% 0.316%
12 9.410 1243 1245 1254 rVBS8 28491 53314 2.01% 0.207%
13 9.698 1288 1294 1301 rBV 140095 161209 6.09% 0.626%
14 9.904 1326 1329 1333 rVB 71015 55781 2.11% 0.217%
15 9.992 1341 1344 1357 rVB2 841601 916764 34.61% 3.559%
16 10.404 1411 1414 1417 rVB 81929 59652 2.25% 0.232%
17 10.621 1446 1451 1454 rBvV 25030 33365 1.26% 0.130%

18 10.792 1476 1480 1491 rBV 1247372 1534547 57.93% 5.958%
19 10.874 1491 1494 1505 rVB2 79441 132675 5.01% 0.515%
20 11.492 1595 1599 1611 rBV 623988 862696 32.57% 3.349%

21 11.857 1658 1661 1668 rBV 440105 348460 13.15% 1.353%
22 11.998 1681 1685 1689 rBV 120273 135022 5.10% 0.524%
23 12.545 1775 1778 1780 rBV 1406678 1340109 50.59% 5.203%
24 12.568 1780 1782 1789 rVV3 1163637 1134009 42.81% 4.403%
25 12.651 1793 1796 1801 rVB 262257 216439 8.17% 0.840%

26 12.710 1803 1806 1809 rVB 59047 64215 2.42% 0.249%
27 12.939 1840 1845 1851 rBV2 76892 147039 5.55% 0.571%
28 13.074 1864 1868 1878 rBV 1970539 1976832 74.62% 7.675%
29 13.951 2014 2017 2020 rBV2 183358 210759 7.96% 0.818%
30 14.145 2046 2050 2063 rBV 549578 905585 34.18% 3.516%

31 15.680 2305 2311 2321 rVB2 321368 698874 26.38% 2.713%

Sum of corrected areas: 25756253
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF104111.D
2500000

2000000 6.73
7.11

6.59
1500000 5.59

1000000 7.52

500000 6.96

2.29 5.20
O T T e e e
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: BF104111.D
2500000 931

13.07
2000000

12.54
10.79 12.57

1500000

1000000 9.99

8.24 11.49

11.86
500000 1> 65
9.70 12.00 .7112.9
%311 9.9 10.40, 4 6, [10.87

e e L e R

- —
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: BF104111.D

2500000

2000000

1500000

1000000 14.14

13.95 15.68

500000

O T T T T T T T

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.29 3.69 ng 95861 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 35 (2.293 min): BF104111.D (-30) (-) m/z 73.05 100.00%
73
5000
43 55 87

I2.20 2.40 2.60
N S Y O m/z 43.05 31.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI N L L B LB B
43 2.20 2.40 2.60
55 87 m/z 87.10 25.27%
29 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
T
41 55 87 2.20 2.40 2.60
5000 m/z 55.00 23.81%

29
15 67 97
N o R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 L
Abundance #4398: Silane, ethyltrimethyl- AR A

2.20 2.40 2.60
m/z 71.10 10.91%

5000 59
87

43
29 || 53 67 || 102

™ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.40

T
2.60

8270-BF032818.M Mon Apr 02 16:20:53 2018 Page: 3



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.20 3.64 ng 94699 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 529 (5.198 min): BF104111.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 e e
| 83 4.80 5.00 520 5.40 5.60
Y1 Y PR m/z 59.00 59.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS S LR
59 480 5.00 520 5.40 5.60
m/z 101.00 24 .22%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 14 .86%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T T T
43 480 5.00 520 5.40 5.60
m/z 41.00 9.80%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 unknown6.73 Concentration Rank 1

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

6.73 100.70 ng 2618210 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 789 (6.728 min): BF104111.D (-786) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 e 6.40 6.60 6.80 7.00
54 104 . . . )
..,....,....,....,".'..7.,::..??...'....,..f.‘?,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 39.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 BRSNS
a1 97 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.79%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .69%
3144 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00
m/z 69.05 16.02%
5000

63
15 28 30 52 % 77 90 10 g6 |,

m/z--> 10 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.08 ng 132675 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 74
2 Octacosane 394 C28H58 000630-02-4 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1493 (10.868 min): BF104111.D (-1491) (-) m/z 57.00 100.00%
57
5000 85 157 )
‘ || e 10,60 10.80 11.00 1120
i .\Al,—léh.".'.l,.'.'..,....,....,....,...., m/z 43.00 62.68%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 USRS SUNE SR BN
85 10.60 10.80 11.00 11.20
29 m/z 71.05 61.60%
Iw‘l I‘ Ihl \l IH . u‘ll}?\llfll Ilelgl :I|-9|6| . |24|.O —
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,60 10.80 11.00 1120
5000 g5 m/z 157.00 39.99%
29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57 10.60 10.80 11.00 11.20
m/z 85.10 39.37%
5000 85
29
[y 11 141 160 197 505 254
m/z--> 50 100 150 200 250 300 350 ' 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 8.08 ng 348460 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 89
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1662 (11.863 min): BF104111.D (-1658) (-) m/z 74.00 100.00%
o
5000
43
143 227 A NI BRI SUNSN BN
|h|“wm@ 157171185199213 | 241 270 11.60 11.80 12.00 12.20
Ob el e b e S e ey m/z 87.00 79.04%
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 S BRI SULRULN I
43 11.60 11.80 12.00 12.20
7 143 m/z 43.10 26.52%
WMMWMW Wmmmmmm 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 LI DRI BN SURUBN B
11.60 11.80 12.00 12.20
5000 4 270 m/z 55.00 25.16%
57 143 227
29 101775129 157171185199513 | 241955
Wﬁmﬁwﬁwﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester o
74 11.60 11.80 12.00 12.20
87 m/z 41.05 20.35%
5000
43 7 143
1520 || 5| | et 187171185190% Sop7 256

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.00 3.13 ng 135022 Phenanthrene-d10 11.49
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1685 (11.998 min): BF104111.D (-1681) (-) m/z 73.00 100.00%
60 78
43
5000
129
7 115 192 213 w
01 143187 227 256 11.60 11.80 12.00 12.20 12.40
m/z 60.00 85.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

11.60 11.80 12.00 12.20 12.40
m/z 43.05  76.34%

213
143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
R BRE R I
43 11.60 11.80 12.00 12.20 12.40
5000 m/z 57.00 70.29%
129
29 87 115 171 - 214
15 i 152 198
T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T B
3 60 78 11.60 11.80 12.00 12.20 12.40
m/z 55.05 63.93%
5000 129
29
199
‘ 143 157171185 242
B ul Y S Shiim L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.54 31.07 ng 1340110 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1777 (12.539 min): BF104111.D (-1775) (-) m/z 67.05 100.00%
67
5000
12:20 12.40 12.60 12.80
P m/z 81.10 86.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
5000 AR
nmnmnmnm
109 m/z 55.05 61.55%
N 135150 ;75 262 294
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
95 NN AR
12.20 12.40 12.60 12.80
5000 41 m/z 95.10 55.71%
110
135150 263 294
15 178 505220 37 279
wﬁmmmmmmmﬁrr
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)- B EEEEE SRS S S
n o7 12.20 12.40 12.60 12.80
m/z 41.10 49 .26%
5000 95

-

110 294
T‘A ‘”135150 178 195 220 237 263 |

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 15-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 26.29 ng 1134010 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 96
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 96
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 95
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 94
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93

Abundance Scan 1782 (12.568 min): BF104111.D (-1780) (-) m/z 55.10 100.00%

74

41
5000
R .
296 12.20 12.40 12.60 12.80
e m/z 74.00 72.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
41
5000
12.20 12.40 12.60 12.80
) m/z 69.10 71.17%
i

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

-

Abundance
55
S ERRRe e e
41 74 12.20 12.40 12.60 12.80
5000 m/z 83.10 66.01%
97
264
111
27
138152 180 5722254 278 296
Tmmmmwmwwmm
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #141287: 14-Octadecenoic acid, methyl ester o ettt
12.20 12.40 12.60 12.80

m/z 41.10 62.74%

5000
264

N

222
180 5077236 278 296
R Rl

I T T I
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

138152
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.65 5.02 ng 216439 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 80

Abundance Scan 1796 (12.651 min): BF104111.D (-1793) (-) m/z 74.00 100.00%

9 12.40 12.60 12.80 13.00
m/z 87.00 74.80%

74
5000
43

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74
5000 43

12.40 12.60 12.80 13.00
m/z 43.10 31.42%

143 208
#g\\ 9T us 1 199 227 255270 |

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
L M
12.40 12.60 12.80 13.00
5000 m/z 55.05 25.81%
43
143
199 242
21 99 101 125 171 214
m‘mﬁwﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methy! ester R LA B
74 12.40 12.60 12.80 13.00
m/z 143.05 19.83%
5000
43 9 143
101 213 256
Bl O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104111.D

Aca On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.65 ng 210759 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 l1-Hexadecanesulfonvl chloride 324 C16H33Cl02S 038775-38-1 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 2017 (13.951 min): BF104111.D (-2014) (-) m/z 57.10 100.00%
57 83
. MW/\N
139160 226 13.60 13.80 14.00 14.20
193 258279 317 n/7 83.10 89 750
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 R PR UL S B
11 13.60 13.80 14.00 14.20
29 m/z 43.10 70.91%
i \ L \ L 150 182 20
m/z--> 50 150 200 250 300 350 400
Abundance
55
83 NSRRI SN B
13.60 13.80 14.00 14.20
5000 m/z 69.10 69.26%
111
224
33 139 167 196
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate R B .
5 o7 13.60 13.80 14.00 14.20
m/z 97.10 69.26%
5000
125
29 | 153
Ll \\L o 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF033018\
Data File : BF104111.D

Acq On : 30 Mar 2018 23:32

Operator : JU/SJ

Sample : J2112-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.29 3.7 ng 95861 1 6.96 520023 20.0
2-Pentanone, 4-hy... 5.20 3.6 ng 94699 1 6.96 520023 20.0
unknown6.73 6.73 100.7 ng 2618210 1 6.96 520023 20.0
Heptadecane 10.87 3.1 ng 132675 4 11.49 862696 20.0
Hexadecanoic acid... 11.86 8.1 ng 348460 4 11.49 862696 20.0
n-Hexadecanoic acid 12.00 3.1 ng 135022 4 11.49 862696 20.0
9,12-Octadecadien... 12.54 31.1 ng 1340110 4 11.49 862696 20.0
15-Octadecenoic a... 12.57 26.3 ng 1134010 4 11.49 862696 20.0
Methyl stearate 12.65 5.0 ng 216439 4 11.49 862696 20.0
Cyclopentadecane 13.95 4.7 ng 210759 5 14.14 905585 20.0
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