LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32 Instrument :

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

3?22'6 : J3709-04 EME-FW-TS004-02

ALS Vial : 9 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-BF061918 .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 5.190 481 485 497 rBV 118292 136199 9.84% 1.010%
2 5.595 550 554 565 rBY 1325035 1219702 88.11% 9.047%
3 6.595 720 724 734 rVB 1297336 1269025 91.68% 9.412%
4 6.731 742 747 750 rBVY 1427619 1287370 93.00% 9.548%
5 6.948 781 784 788 rBV 456881 411703 29.74% 3.054%
6 7.107 807 811 814 rBV 1233307 1019482 73.65% 7.561%
7 7.519 876 881 884 rBV 837045 807809 58.36% 5.992%
8 8.236 999 1003 1022 rBV 554888 524235 37.87% 3.888%
9 9.307 1181 1185 1188 rBvY 1708057 1384234 100.00% 10.267%
10 9.701 1245 1252 1256 rBV 191944 168690 12.19% 1.251%
11 9.901 1281 1286 1288 rBvV2 33049 36649 2.65% 0.272%
12 9.995 1298 1302 1307 rVB 635805 584773 42.25% 4_.337%
13 10.101 1317 1320 1323 rBvV 28905 23266 1.68% 0.173%
14 10.401 1368 1371 1374 rVB 46288 35761 2.58% 0.265%
15 10.619 1403 1408 1411 rBvV 12675 19254 1.39% 0.143%
16 10.789 1433 1437 1440 rBvV 898963 867885 62.70% 6.437%
17 10.872 1448 1451 1461 rVB3 39979 55518 4.01% 0.412%
18 11.001 1468 1473 1475 rBvV3 16017 21464 1.55% 0.159%
19 11.483 1552 1555 1559 rBvV 584915 553907 40.02% 4.108%
20 12.154 1666 1669 1677 rBV6 8815 18076 1.31% 0.134%
21 12.495 1724 1727 1729 rBV 24019 19458 1.41% 0.144%
22 12.701 1759 1762 1765 rBV 28796 28275 2.04% 0.210%
23 12.936 1799 1802 1807 rVB 30494 37923 2.74% 0.281%
24 13.066 1820 1824 1828 rBVY 1184880 1168361 84.40% 8.666%
25 13.501 1895 1898 1901 rVB3 30609 28549 2.06% 0.212%
26 13.566 1907 1909 1912 rVB 27304 21576 1.56% 0.160%

27 13.948 1971 1974 1977 rBV2 99086 121497 8.78% 0.901%
28 14.142 2003 2007 2010 rBV 542265 520247 37.58% 3.859%
29 14.254 2018 2026 2038 rVB7 127014 419797 30.33% 3.114%
30 14.595 2080 2084 2088 rVB2 77169 112643 8.14% 0.835%

31 15.260 2194 2197 2201 rVB 119927 127579 9.22% 0.946%

32 15.683 2264 2269 2273 rVB 299845 385724 27.87% 2.861%
33 15.877 2300 2302 2306 rVB4 42269 45932 3.32% 0.341%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 13482563
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF106969.D

1500000 6.73

5.60 6.60
7.11

1000000
7.52

500000 6.95

| Y R \ \

T — 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: BF106969.D

1500000

13.07

1000000 10.79

10.00
8.24 11.48

500000

9.70

9.99L0.10 13'4010-6%1'@@-00 1o15 12.5012.7012.9

T N
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: BF106969.D

1500000

1000000

14.14

500000

T
15.00

T I
15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 6.62 ng 136199 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 485 (5.190 min): BF106969.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 AR RN UL R
| 83.0 | 4.80 500 5.20 5.40 5.60
o NS )| s m/z 59.00 62.33%
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
5000 A A UL UL I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 21.31%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 16.04%
29.0
87.0
ol 150 71.0 98.0
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 e P
59.0 480 5.00 520 5.40 5.60
m/z 41.00 9.61%
5000 41.0
o T O =Y 1260 1420 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2 unknown6.73 Concentration Rank 1

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

6.73 62.54 ng 1287370 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.731 min): BF106969.D (-742) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 DRSS SRR
400 540 6.40 6.60 6.80 7.00
o....,....:....,::..,::l-.',..7.5?,0....,..!.,%??.?....,....,J...,.. m/z 68.10 37.65%
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 DA SR A SRR
6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.03%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 23.45%
41.0 97.0
53.0
79.0 117.0
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 A
Abundance #14395: 1,3,5-Trifluorobenzene B e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.41%
5000
63.0 81.0
o310 500 | 9201010 1120 |
0 0 S N T P AR P N '6.40 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.00 ng 55518 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 83
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 1451 (10.872 min): BF106969.D (-1448) (-) m/z 57.00 100.00%
57.0
5000 85.1
1131 110.60 10,80 11.00 11.20
(o} m/z 43.00 70.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57.0
5000 LN B B BRI UL
10. 60 10 80 11. oo 11. 20
m/z 71.00 62 .44%
113.0 1410 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R R R SRR R R R S AR
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.10 45.88%

29.0
113.0 141.0 1690 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57.0 10.60 10.80 11.00 11.20
m/z 41.00 37.38%
5000 85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octacosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 4_.67 ng 121497 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 81
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 81
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 74
Abundance Scan 1974 (13.948 min): BF106969.D (-1971) (-) m/z 57.05 100.00%
57.0
5000 W\LN
1360 13.80 14.00 14.20
Ol H m/z 43.05 72.82%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosy! trifluoroacetate
57.0
97.0
5000 AR L SN UL B
13.60 13.80 14.00 14.20
m/z 55.00 69.39%
oL “‘ h \u ) ﬁ ; ?18102220264030603480 392.0 437.0 488.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57.0
67.0 1360 13.80 14.00 14.20
5000 m/z 83.05 61.08%
. 169.0 2380 oo M“dﬂMmuvmwwﬁhHP%wv/\nwﬂ»
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e e o N EEmms
57.0 13.60 13.80 14.00 14.20
97.0 m/z 71.05 54.68%
h AML\J\'«M
ol ‘ ]300 1800 2380 2830 384.0
m/z--> 50 160 1éo 260 2%0 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Sesquirosefuran Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.25 16.14 ng 419797 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sesauirosefuran 218 C15H220 039007-93-7 83
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
3 Androstane. (5.alpha.)- 260 C19H32 000438-22-2 44
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 35
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 30
Abundance Scan 2025 (14.248 min): BF106969.D (-2018) (-) m/z 95.10 100.00%
5000
3412 4113 14,00 14.20 14.40 14.60
o} m/z 69.00 98.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75886: Sesquirosefuran
69.0 1230
5000 R B SO UL B
218.0 14.00 14.20 14.40 14.60
‘ 175.0 m/z 109.10 87.00%
0....|...|....|....|.... ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
109.0
450 J5o 400 1420 144 1480
5000 8.0 m/z 123.10 76.31%
' 160.0
L L (L A UL LA L WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #111006: Androstane, (5.alpha.)- R mEEEE RS S
95.0 14.00 14.20 14.40 14.60
245.0 m/z 81.00 68.34%
5000
0 : R B SO UL B
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2- Chloropropionic acid, oc... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.59 4.33 ng 112643 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 93
2 1-Docosene 308 C22H44 001599-67-3 86
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 81
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 78
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76
Abundance Scan 2083 (14.589 min): BF106969.D (-2080) (-) m/z 57.05 100.00%
57.0
5000 \MJ\MM
| } 118.1140.2168.1196.0 225.1 258.1285.1 324.1 14.20 14.40 14.60 14.80 15.00
okl m/z 71.05 64.21%
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester
510
97.0
5000 AR B BRI SURBLLS
1420 14.40 14.60 14.80 15.00
20.0 125.0 m/z 43.10 60.05%
' ‘\ \ 15401820 22 o2500 297.0
ol tal & H\m I 2072970 3600
m/z--> 50 200 250 300 350
Abundance
57.0 97.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 46.57%
29.0 125.0 308.0
o 1530181020902330 280.0
m/z--> " 50 100 150 200 250 300 350
Abundance #202424 Nonadecyl! trifluoroacetate A ERE T
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 32.95%
125.0
mz-> 's'o 150 200 250 300 350 | | 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.26 6.62 ng 127579 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Pentacosane 352 C25H52 000629-99-2 95
3 Heptadecane 240 C17H36 000629-78-7 94
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 91
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2197 (15.260 min): BF106969.D (-2194) (-) m/z 57.05 100.00%
57.0
e JW/\/\/
5000
L DAL BN B B
13.1941. 1169 2 219.2 281.1 15.00 15.20 15.40 15.60
oL, l,|| AL AT D0 S92 L nsz 71.10  69.74%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L B BB UL
mmmmmmmm
20.0 130 m/z 43.10 54 _.14%
m/z--> 55 100 1éo 260 2%0 360 3%0
Abundance
57.0
' 15.00 15.20 1540 15.60
5000 85.0 m/z 85.10 52.00%
113.0
oL 20 141.0169.0  211.0239.0267.0295.0323.0352.0
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #94345: Heptadecane TT T[T T T T[T T T T[T T T[T
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21 .65%
5000 85.0
29.0
. L) 180141.0169.0107.0 240.0
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 351;0 15'00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106969.D

Aca On : 29 Jun 2018 13:32

Operator : JU/SJ

ﬁ?ggle i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Bicyclo[4.1.0]heptane, 7-bu... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.38 ng 45932 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.01lheptane. 7-butvl- 152 C11H20 018645-10-8 50
2 Octadecanal 268 C18H360 000638-66-4 49
3 E-2-Tetradecen-1-ol 212 C14H280 1000130-83-7 47
4 Pentadecanal - 226 C15H300 002765-11-9 43
5 17-Octadecenal 266 C18H340 056554-86-0 43
Abundance Scan 2302 (15.877 min): BF106969.D (-2300) (-) m/z 43.00 100.00%

82.0

5000
123.1 365.3
258.1 L e e
160:1 "196.2224.0 288.2315.2 15.60 15.80 16.00 16.20
0 m/z 57.00 92 .27%
m/z--> 50 100 150 200 250 300 350
Abundance #25441.: Bicyclo[4.1.0]heptane, 7-butyl-
82.0
41.0
5000 LA L L L L L L
15.60 15.80 16.00 16.20
090 1500 m/z 82.05 86.80%
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 820
LA e
15.60 15.80 16.00 16.20
5000 m/z 96.10 61.81%
110.0
1380165 0104.0222.0°°%°
oL A I bl b
m/z--> 50 100 150 200 250 300 350
Abundance #71314: E-2-Tetradecen-1-ol A BRREEEEE LS
57.0 15.60 15.80 16.00 16.20
m/z 83.00 61.37%
5000
96.0
o 1230 166.0194.0
- IIIIIIII‘III‘IIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 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\BF062918\

Data File : BF106969.D

Acq On : 29 Jun 2018 13:32

Operator : JU/SJ

3?22'6 i J3709-04 EME-FW-TS004-02
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.19 6.6 ng 136199 1 6.95 411703 20.0
unknown6.73 6.73 62.5 ng 1287370 1 6.95 411703 20.0
Nonadecane 10.87 2.0 ng 55518 4 11.48 553907 20.0
Octacosyl trifluo... 13.95 4.7 ng 121497 5 14.14 520247 20.0
Sesquirosefuran 14 .25 16.1 ng 419797 5 14.14 520247 20.0
2- Chloropropioni... 14.59 4.3 ng 112643 5 14.14 520247 20.0
Heneicosane 15.26 6.6 ng 127579 6 15.68 385724 20.0
Bicyclo[4.1.0]hep... 15.88 2.4 ng 45932 6 15.68 385724 20.0
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