LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 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-BF102317.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 4.987 490 493 511 rBV 133731 220379 13.45% 1.383%
2 5.393 559 562 590 rBVY 1211733 1447043 88.31% 9.083%
3 6.416 733 736 754 rBVY 1368760 1455995 88.85% 9.139%
4 6.540 754 757 764 rVB 1559472 1521949 92.88% 9.553%
5 6.769 793 796 805 rBV 482207 438008 26.73% 2.749%
6 6.922 819 822 834 rBVY 1323746 1200648 73.27% 7 .536%
7 7.340 890 893 910 rBV 964239 901266 55.00% 5.657%
8 8.051 1011 1014 1025 rBV 713016 621998 37.96% 3.904%
9 9.122 1192 1196 1200 rBV 1924749 1638620 100.00% 10.285%
10 9.522 1261 1264 1271 rVB 276122 221428 13.51% 1.390%
11 9.669 1284 1289 1292 rBvV2 19393 23614 1.44% 0.148%

12 9.781 1305 1308 1310 rBV 471296 373857 22.82% 2.347%
13 9.804 1310 1312 1316 rVB 796713 624047 38.08% 3.917%
14 9.975 1338 1341 1344 rVB 164223 120410 7.35% 0.756%
15 10.057 1351 1355 1358 rBV 151263 133977 8.18% 0.841%

16 10.222 1380 1383 1386 rVB 24637 22306 1.36% 0.140%
17 10.522 1431 1434 1437 rVB2 22839 21380 1.30% 0.134%
18 10.598 1444 1447 1457 rBV 915618 885384 54.03% 5.557%
19 10.692 1460 1463 1470 rBV3 59051 62610 3.82% 0.393%
20 10.904 1493 1499 1502 rBV6 12735 22311 1.36% 0.140%
21 11.145 1537 1540 1543 rBV2 28759 30439 1.86% 0.191%
22 11.298 1562 1566 1568 rBV 656040 577536 35.25% 3.625%
23 11.322 1568 1570 1574 rVB 94956 82991 5.06% 0.521%
24 11.380 1577 1580 1583 rBV 25454 26934 1.64% 0.169%
25 11.810 1649 1653 1655 rBV3 54761 67756 4._.13% 0.425%
26 11.916 1668 1671 1673 rVB2 35895 33555 2.05% 0.211%
27 12.351 1742 1745 1750 rBV3 21915 25530 1.56% 0.160%

28 12.516 1770 1773 1779 rBV 179409 170127 10.38% 1.068%
29 12.745 1807 1812 1817 rVB 144711 165623 10.11% 1.040%
30 12.880 1831 1835 1838 rBV 1233893 1121715 68.45% 7.041%

31 13.080 1867 1869 1874 rVB2 29000 31519 1.92% 0.198%
32 13.551 1946 1949 1953 rBV2 61598 56776 3.46% 0.356%
33 13.757 1981 1984 1990 rVB3 72917 90582 5.53% 0.569%

34 13.945 2012 2016 2020 rBV 443171 497961 30.39% 3.126%

8270-BF102317.M Fri Nov 03 12:34:15 2017 Page: 1



LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 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-BF102317.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.057 2033 2035 2037 rBV3 20812 19800 1.21% 0.124%
36 14.204 2057 2060 2063 rVB2 127725 104762 6.39% 0.658%
37 14.821 2162 2165 2168 rVB3 47002 45718 2.79% 0.287%
38 14.998 2191 2195 2204 rVB2 74011 146652 8.95% 0.920%
39 15.357 2253 2256 2261 rVvv2 55129 64744 3.95% 0.406%
40 15.410 2261 2265 2274 rVB 336542 420065 25.64% 2.637%
41 15.563 2288 2291 2297 rVB8 27255 35291 2.15% 0.222%
42 16.439 2436 2440 2447 rVB3 47154 81262 4 .96% 0.510%
43 16.810 2501 2503 2510 rvVvB6 21888 38791 2.37% 0.243%
44 17.862 2676 2682 2685 rBV8 17212 38843 2.37% 0.244%

Sum of corrected areas: 15932202
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\

BF100094.D

2 Nov 2017 19:28

SJ/Ju

16249-01

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100094.D
6.54
1500000
6.42 6.92
5.39
1000000 7.34
500000 6.77
4.99 \\
T T I
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: BF100094.D
9|12
1500000
12.88
1000000 10.60
9.80
8.05 11.30
500000 9.¥8
9.52
919706 1 12:5212.75 13.55
o | 9.67| | ] 10.22 10.58%%0.0011 15041 38
R e e e T e
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: BF100094.D
1500000
1000000
13.95
500000
17.86
e e s T e e = SV EMENESEE M ——————— LS e L L
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\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown4.99 Concentration Rank 3

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

4.99 10.06 ng 220379 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 494 (4.993 min): BF100094.D (-490) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.0 SEEDURHEES .S S
| 83.0 460 480 500 520 5.40
o) BT YO | s A O m/z 59.10 62.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 750 4B 500 550 540
0
150 4, 1010 m/z 101.00 23.80%
0'”IJ”P'“ﬂ'”ﬂ“'P”W'”W”'EaQI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 250 500 550 540
5000 m/z 58.00 16.66%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e I T
54.0 460 480 500 520 5.40
m/z 41.00 9.15%
5000 41.0
o T O =Y 1260 1420 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 unknown6.54 Concentration Rank 1

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

6.54 69.49 ng 1521950 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 757 (6.540 min): BF100094.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PUSSRNEASEIENSREENAA
401 540 6.20 6.40 6.60 6.80
Ot bt 280 L 40 M| “m/z 68.10 35.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 USSR SRS SRR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.09%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 65.95 20.72%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 .
Abundance #14560: Xenon LI L L B L L
132.0 6.20 6.40 6.60 6.80

m/z 96.00 13.53%

5000

66.0

S —— 1] SN | G

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzene, 1l-methyl-4-(phenyl... Concentration Rank 7

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

9.97 3.86 ng 120410 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(phenvimethvl)- 182 C14H14 000620-83-7 96
2 2.27-Dimethvibiphenvl 182 C14H14 000605-39-0 94
3 1.1°-Biphenvl. 2.3"-dimethvl- 182 C14H14 000611-43-8 94
4 Benzene. l-methvl-2-(phenvimethvl)- 182 C14H14 000713-36-0 91
5 Benzene, l-methyl-3-(phenylmethyl)- 182 C14H14 000620-47-3 91

Abundance Scan 1340 (9.969 min): BF100094.D (-1338) (-) m/z 167.10 100.00%
167.1
182.1
5000
77091'0 152.0 SR R RS
39.0 63.0 ' 10501190 139.0 9.60 9.80 10.00 10.20
o} : m/z 182.10 62.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47341: Benzene, 1-methyl-4-(phenylmethyl)-
167.0
182.0
5000 AR AR LR
9.60 9.80 10.00 10.20
m/z 165.10 46 .35%
w0 o WOwso g 0|
mz-> 20 40 60 80 100 120 140 160 180
Abundance
167.0 105
9.60 9.80 10.00 10.20
5000 m/z 166.10 26 .33%
152.0

28.0 44.0 65.0 78.0 91.0 115.0128.0

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #47329: 1,1-Biphenyl, 2,3-dimethyl-
167.0 9.60 9.80 10.00 10.20
182.0 m/z 91.00 24 .24%
5000
89.0 152.0

26.0 39'0 . 6:3\"0 L ‘M 102'011\5'012\8'0 L . “ n“

B e e e T B L A e e I A e o o o B e
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.69 2.17 ng 62610 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 41
2 Heptadecane 240 C17H36 000629-78-7 41
3 Nonadecane 268 C19H40 000629-92-5 41
4 1-Octadecanesulphonvl chloride 352 C18H37Cl102S 1000342-70-4 38
5 Heneicosane 296 C21H44 000629-94-7 38
Abundance Scan 1463 (10.692 min): BF100094.D (-1460) (-) m/z 57.05 100.00%
57.0
195.1

5000
115.0 141.1 10.40 10.60 10.80 11.00
0 m/z 71.10 73.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59882: Tetradecane
57.0
5000 85.0 L L B L L
20.0 10.40 10.60 10.80 11.00
: m/z 195.10 67.30%
113.0 198.0
e ey A 20,1410 1600 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
85.0 10.40 10.60 10.80 11.00
5000 m/z 43.05 63.59%
29.0 113.0

o 141.0 169.0 197.0 240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane A B
10.40 10.60 10.80 11.00

m/z 85.05 45_.98%

5000

113.0 1410 169.0 197.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 unknownl11.81 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.35 ng 67756 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 47
2 Tridecanoic acid 214 C13H2602 000638-53-9 43
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 35
4 Undecanoic acid 186 C11H2202 000112-37-8 32
5 Trehalose 342 C12H22011 000099-20-7 27
Abundance Scan 1653 (11.810 min): BF100094.D (-1649) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1

SNESRNSENENS H) WNEERSE. | S

11.40 11.60 11.80 12.00 12.20

o e m/z 60.00 71.89%
m/z--> 50 100 150 200 250 300 350
Abundance #61117: Dodecanoic acid
73.0
5000 LANLINLL B L L L L LB L BB
129.0 1140 1160 11.80 12.00 12.20
‘ ’ 157.0 200.0 m/z 43.05 66.05%
0 ‘\ H\ u“‘ M‘H H M 4 ul “ 1
i ..,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
BERE R S e
43.0 11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 63.30%
171.0
214.0
R T s T e T
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt A B o
73.0 11.40 11.60 11.80 12.00 12.20
m/z 55.05 57.98%
43.0 155.0
5000
115.0
0 Mgl | ame o mmwo  wwo T
m/z--> 50 100 150 200 250 300 350 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.76 3.64 ng 90582 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 83
5 n-Tetracosanol-1 354 C24H500 000506-51-4 81
Abundance Scan 1985 (13.763 min): BF100094.D (-1981) (-) m/z 57.10 100.00%
571 97.1
5000
226.1
4.1168.1 13.40 13.60 13.80 14.00
0 e m/z 97.10 87.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 R DU L IR B
13,40 13.60 13.80 14.00
m/z 83.05 84.34%
oL260] L | “ \‘ ‘L 13 D 17702109 2550 356.0
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
67.0 13.40 13.60 13.80 14.00
5000 m/z 43.10 81.83%
0 26,0 138.01090 505 9 2380 g3, o
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R EE R E s
57.0 13.40 13.60 13.80 14.00
97.0 m/z 55.05 77.54%
5000
169.0
o260 | || ‘MJ #3$0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Pentadecanal- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.20 4.21 ng 104762 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 16-Octadecenal 266 C18H340 056554-87-1 91
4 17-Octadecenal 266 C18H340 056554-86-0 90
5 13-Octadecenal 266 C18H340 056554-90-6 86

Abundance Scan 2059 (14.198 min): BF100094.D (-2057) (-) m/z 57.10 100.00%

) .0

5000

o

263.2 305.9 13. 80 14. 00 14 20 14. 40 14 60
Of m/z 82.05 94 .23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82954: Pentadecanal-

5000 R e S B
13. 80 14. OO 14 20 14. 40 14 60

m/z 43.05 73 .69%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 82.0
R e R o R
13.80 14.00 14.20 14.40 14.60
5000 m/z 83.10 65.16%

109.0

. 1370 166.0 194.0 222.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #115861: 16-Octadecenal N e o
13.80 14.00 14.20 14.40 14.60

m/z 55.00 59.39%

5000

29.0
137.0 160 196.0 224.0 2520

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 80 14. OO 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 11 1,19-Eicosadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.18 ng 45718 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 86
2 16-Heptadecenal 252 C17H320 1000144-57-9 83
3 14-Heptadecenal 252 C17H320 1000144-58-0 62
4 Bicvclol4.1.0lheptane. 7-butvl- 152 C11H20 018645-10-8 46
5 1-Cyclohexylheptene 180 C13H24 114614-83-4 43
Abundance Scan 2165 (14.821 min): BF100094.D (-2162) (-) m/z 57.10 100.00%
57.1
82.0

5000

111.1

14.60 14.80 15.00 15.20
ol 8160 "m/z 82.05 73.16%

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

Abundance #126193: 1,19-Eicosadiene

55.0

1 0184.0207-1

14.60 14.80 15.00 15.20
m/z 96.00 59.98%

5000

180.0 208.0 250.0 278.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0 82.0
R R R AR
14.60 14.80 15.00 15.20
5000 m/z 55.00 54 _.17%
110.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104156: 14-Heptadecenal A L R REmms e
57.0 82.0 14.60 14.80 15.00 15.20
m/z 83.10 50.67%
5000
190 1470 221.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100094.D

Aca On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 12 2H-1,2,3-Triazole-4-carboxa... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.44 3.87 ng 81262 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehv... 191 C9H6FN30 051306-43-5 70
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 68
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 59
4 Amiphenazole 191 C9HON3S 000490-55-1 47
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 47
Abundance Scan 2440 (16.439 min): BF100094.D (-2436) (-) m/z 191.15 100.00%
194.2
5000
810 1231
41.0 2. 249.0 282.1 397.4 ) I].ESZIOI Ill64IOI Iléi@:()l I2I.238IOI I
o} m/z 81.00 34 .78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0
109.0
5000 UL BALIRN B BN SR
16.20 16.40 16.60 16.80
5. m/z 95.05 34.11%
NERNE
Ouuul“l‘“‘.”.“.|H..‘.“.|.“.. T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
" 16.20 16.40 16.60 16.80
5000 m/z 123.10 32.23%
43.0 149.0
O ?%?%299' L UL LR UL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... b RREmE EE e
191.0 16.20 16.40 16.60 16.80
m/z 192.10 23.03%
50001 430
123.0
91.0
o) — \I‘ IMIH\I UI\ Imlml \IJ’ flﬂu il'el:l*lq“ \l" —— T
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110217\
Data File : BF100094.D

Acq On : 2 Nov 2017 19:28

Operator : SJ/JU

Sample : 16249-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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]
unknown4 .99 4.99 10.1 ng 220379 1 6.77 438008 20.0
unknown6 .54 6.54 69.5 ng 1521950 1 6.77 438008 20.0
Benzene, 1l-methyl... 9.97 3.9 ng 120410 3 9.80 624047 20.0
Tetradecane 10.69 2.2 ng 62610 4 11.30 577536 20.0
unknownll.81 11.81 2.4 ng 67756 4 11.30 577536 20.0
Pentafluoropropio... 13.76 3.6 ng 90582 5 13.95 497961 20.0
Pentadecanal - 14.20 4.2 ng 104762 5 13.95 497961 20.0
1,19-Eicosadiene 14.82 2.2 ng 45718 6 15.41 420065 20.0
2H-1,2,3-Triazole... 16.44 3.9 ng 81262 6 15.41 420065 20.0
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