LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 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-BF102318.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 2.293 29 35 47 rVB 347901 456133 23.94% 2.782%
2 5.199 525 529 540 rBV 56700 69954 3.67% 0.427%
3 5.581 500 594 614 rBY 1685168 1737387 91.17% 10.595%
4 6.581 759 764 784 rBVY 1654571 1905557 100.00% 11.620%
5 6.728 784 789 792 rBVY 2034360 1806778 94.82% 11.018%
6 6.957 824 828 834 rBV 615453 531722 27 .90% 3.242%
7 7.110 850 854 858 rBY 1630983 1393363 73.12% 8.497%
8 7.516 919 923 935 rBV 990107 1044754 54.83% 6.371%
9 8.239 1042 1046 1062 rBV 612147 625663 32.83% 3.815%
10 9.310 1224 1228 1237 rBY 2032354 1754357 92.07% 10.698%

11 9.704 1291 1295 1303 rBV 195858 186490 9.79% 1.137%
12 9.998 1341 1345 1358 rVB 616847 589691 30.95% 3.596%
13 10.786 1475 1479 1490 rBV 863115 847555 44 .48% 5.168%
14 11.492 1595 1599 1607 rBV 512344 537148 28.19% 3.276%

15 11.992 1681 1684 1688 rBV 23509 21966 1.15% 0.134%
16 12.704 1802 1805 1809 rBV 22808 22618 1.19% 0.138%
17 12.863 1829 1832 1837 rBV 60029 51583 2.71% 0.315%
18 12.939 1837 1845 1849 rVvVv 25395 33524 1.76% 0.204%

19 13.069 1863 1867 1871 rBV 1629230 1405893 73.78% 8.573%
20 13.539 1941 1947 1952 rBV 159243 165618 8.69% 1.010%

21 13.586 1952 1955 1957 rBV 34387 30459 1.60% 0.186%
22 13.951 2014 2017 2022 rBV 73787 90761 4._.76% 0.553%
23 14.133 2044 2048 2055 rBV 430624 460753 24.18% 2.810%
24 14.263 2067 2070 2074 rBV 35636 32437 1.70% 0.198%
25 14.568 2119 2122 2134 rVB 54359 85397 4.48% 0.521%
26 14.886 2173 2176 2181 rVB2 59831 63979 3.36% 0.390%
27 15.239 2232 2236 2240 rVB 71272 87824 4.61% 0.536%

28 15.663 2300 2308 2314 rVB 209401 359312 18.86% 2.191%

Sum of corrected areas: 16398676
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110436.D
2000000 6|73

5.58 6.58 711

1500000

1000000 7.52

6.96

L_j\ 520 |l bp {

o ———r e

I 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: BF110436.D
2000000 931

500000

13.07

1500000

1000000
10.79

8.24 10.00
11.49

9.70
L f\ 11.99 12.7&%@%

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: BF110436.D
2000000

500000

1500000

1000000

500000 14.13

15.66

1354 1395 |\1406 1457 1489 1524 JL

.59 N e

O T

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

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.29 17.16 ng 456133 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 35 (2.293 mm) BF110436.D (-29) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.1 87.1

| 220 240 2.60
bbb e e e e e e e || Mz 43.05 42.62%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T T L B R
43.0 220 240 2.60
950 87.0 m/z 55.10 28.91%
29.0
0 Ll MAN L],
B o e ELALALIN I L o o R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 —
220 240 2.60
5000 41.0 55.0 m/z 87.10 26.43%
29.0
o ] sro 1120 a0
0.,....,....,....,....,...,....,....,....,....,....,....,....
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- o T

73.0 2 20 2. 40 2 60
m/z 41.00 14 _.10%

5000 43.0
58.0
29.0 8.0
.“.th.”,.m.,”..,”..“..w..L,.”.,”..,”..“..w..”
220 240 260

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2.63 ng 69954 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 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Nonanone 142 C9H180 000821-55-6 9

Abundance Scan 529 (5.199 min): BF110436.D (-525) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR NUAAR SRR ARRSERA
| 83.0 | 480 5.00 520 5.40 5.60
ot e m/z 59.00 56.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 17.70%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 15.68%
31.0
69.0 870
0 15.0 M 50.0 H‘ ‘ 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- T R b e
59.0 4.80 5.00 520 5.40 5.60
m/z 41.00 8.61%
5000
43.0 101.0
0 15.0 \3\1‘0 ‘\ H‘\\ 71.0 83\0
m/z--> 10 20 30 ' 50 60 70 80 90 100 110 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.73 Concentration Rank 1

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

6.73 67.96 ng 1806780 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1-Methvilpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 789 (6.728 min): BF110436.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 USSR UL R
400 540 | 6.40 6.60 6.80 7.00
Ottt bl 78O | 3960 W “m/z 68.10 39.21%
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
5000 SRR SRS SRR

6.40 6.60 6.80 7.00
m/z 134.00 32 .84%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
T T
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.44%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine I EREE R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.35%
5000
104.0
39.0 510 65.0 780
A | N RN NN~ | RN SNERES § S
m/z--> 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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butyl citrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.86 2.24 ng 51583 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 90
2 Adipic acid. 3-heptvl isobutvl e... 300 C17H3204 1000353-64-8 72
3 Adipic acid. cvclopentvimethvl i1... 284 C16H2804 1000324-77-3 72
4 Adipic acid. isobutvl 2-pentvl e... 272 C15H2804 1000324-15-6 72
5 Adipic acid, butyl 2-methylpent-... 286 C16H3004 1000353-55-8 72
Abundance Scan 1832 (12.863 min): BF110436.D (-1829) (-) m/z 185.10 100.00%
129.0 185.1
5000
57.0
|| oo | a0 | gime 02 "260 1780 13,00 1320
oyl LS Tm/z 129.00 79.21%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185.0
129.0
5000 L SN BN SULRURA SR
12.60 12.80 13.00 13.20
41.0 259.0 m/z 57.00 31.50%
Ll | 870 | | 1570 | 2130 | a0 361.0
m/z--> 50 100 150 200 250 300 350
Abundance #144625: Adipic acid, 3-heptyl isobutyl ester
129.0
112.60 12.80 13.00 13.20
5000 185.0 m/z 41.00 28 .58%
57.0
o2e0, [ 1 | 1se0 | 2270
m/z--> 50 100 150 200 250 300 350
Abundance #130984: Adipic acid, cyclopentylmethyl isobutyl ester L T e B
129.0 12.60 12.80 13.00 13.20
m/z 110.90 12._.79%
5000
185.0
55.0 82.0
211.0
0.28‘.'0.L|‘H.{. .H‘. lt.“.i.‘]‘-sso...l.‘... ——— —
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.54 7.19 ng 165618 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
3 Hexanamide 115 C6H13NO 000628-02-4 47
4 2-Hvdroxv-2.4-dimethvl-hept-6-en... 156 C9H1602 1000192-56-0 43
5 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 43
Abundance Scan 1947 (13.539 min): BF110436.D (-1941) (-) m/z 59.00 100.00%
54.0
5000

13.20 13.40 13.60 13.80

126.1
ol : i /LB Tmsz 72.00  60.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 UL RARRS
13 20 13.40 13.60 13.80
m/z 55.05 38.43%
29.0 126.0
o 1540 184.0 210.0 2380  281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59.0
AR SR SRR RN
13.20 13.40 13.60 13.80
5000 m/z 41.05 33.78%

83.0 111.0 141.0 170.0 196.0 2290

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7790: Hexanamide B B
59.0 13.20 13.40 13.60 13.80
m/z 43.10 23.41%
5000
86.0
0 27\\0 \‘ L 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.94 ng 90761 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 83
2 1-Docosene 308 C22H44 001599-67-3 70
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 68
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 64
5 1-Heptacosanol 396 C27H560 002004-39-9 62
Abundance Scan 2017 (13.951 min): BF110436.D (-2014) (-) m/z 57.10 100.00%
7.1
5000
111 NSRRI UL B
179.1229.0 13.60 13.80 14.00 14.20
0,...'., ..i..llnnl e e m/z 43.05 92 .02%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
5000 AR AR B S
11.0 13.60 13.80 14.00 14.20
m/z 55.00 70.16%
. | 1680 23802830  3sa. 0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
54.0
13.60 13.80 14.00 14.20
5000 m/z 97.05 58.75%
11.0
ol LI | ,167.0 308.0
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate B B .
57.0 13.60 13.80 14.00 14.20
m/z 83.05 55.67%
5000 110
ol l;1690 236.0 292.0337.0 392.0437.0 588.0
mz-> 0 §o 100 150 200 250 300 350 460 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.71 ng 85397 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Heneicosane 296 C21H44 000629-94-7 58
3 Eicosane 282 C20H42 000112-95-8 52
4 Octacosane 394 C28H58 000630-02-4 52
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 52

Abundance Scan 2122 (14.568 min): BF110436.D (-2119) (-) m/z 57.05 100.00%

57.0

5000
36.1 170.1193.0216.0 248.1271.1295.1 14.20 14.40 14.60 14.80
o m/z 43.05 69.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
57.0

5000

14.20 14.40 14.60 14.80
m/z 71.05 58.13%

141.0 169.0 197.0 226.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
B B A
85.0 14.20 14.40 14.60 14.80
5000 ' m/z 85.05 40.63%
29 0 113.0
. ‘ | | ) /77,1410 160.0 197.0 2250 2530  296.0
.”,””,”.q”.q”.q”.q.”w.”q.”..“..”..”..”..”.p”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane A e Al Bama
57.0 14.20 14.40 14.60 14.80
m/z 55.10 27.48%
85.0
5000
113.0
0 29\0‘ ‘ ] 1410 1690 197.0 2250 2530 2820
e e e e e e e e e e e B B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.78 ng 63979 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2177 (14.892 min): BF110436.D (-2173) (-) m/z 57.05 100.00%
57.0
5000 85.1
1211 1670 2191 2651 32602 14,60 14.80 15.00 1520
0 b el m/z 71.10 63.29%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 LR BUSULIL BUL U SR

14.60 14.80 15. 00 15 20

m/z 43.10 59_59%
29.0 13.0
| T 141.0160.0197.0 2400
L e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
e
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 43.88%
29.0
o1 j . ‘jﬂﬁl 141:0169.0197.0225.02530 _ 29503230 _ 367.0
v R S
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane I EAmEmEEE RS
57.0 14.60 14.80 15.00 15.20
m/z 55.00 23.49%
5000 85.0
29.0 13.0
ol ﬁ ~141.0169.0197.0225.0253.0281.0309.0338.0
-t T P A S e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF102318.M Mon Nov 05 12:22:42 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110436.D

Aca On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample : J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.24 4.89 ng 87824 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Hexacosane 366 C26H54 000630-01-3 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 72
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 2236 (15.239 min): BF110436.D (-2232) (-) m/z 57.10 100.00%

57.1

5000
162.0 199.0 232.0261.1 303.1 15.00 15.20 15.40 15.60
(o} m/z 43.05 67 .95%
miz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 LIRS
85.0 15.00 15.20 15.40 15.60
90,0 m/z 71.10 59.96%
o1 ﬂl 1141.0169.0197.025,0254.0
. e e
miz--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
S ——
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 47.12%
29.0
o1 j . ‘jﬂﬁl 14}01690197022502530 205.0323.0  367.0
S NP I e e e
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e  RRREE EE s
57.0 15.00 15.20 15.40 15.60
m/z 99.05 20.64%
85.0
5000
29.0 13.0
ol L [ 1410169.0107.0225.0253.0 _296.0
. it L e R
miz--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110436.D

Acq On > 3 Nov 2018 2:27

Operator : JU/SJ

Sample - J5734-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 17.2 ng 456133 1 6.96 531722 20.0
2-Pentanone, 4-hy... 5.20 2.6 ng 69954 1 6.96 531722 20.0
unknown6.73 6.73 68.0 ng 1806780 1 6.96 531722 20.0
Butyl citrate 12.86 2.2 ng 51583 5 14.13 460753 20.0
9-Octadecenamide, ... 13.54 7.2 ng 165618 5 14.13 460753 20.0
Pentafluoropropio... 13.95 3.9 ng 90761 5 14.13 460753 20.0
Hexadecane 14.57 3.7 ng 85397 5 14.13 460753 20.0
Heptadecane 14.89 2.8 ng 63979 5 14.13 460753 20.0
Octadecane 15.24 4.9 ng 87824 6 15.66 359312 20.0
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