LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\
Data File : BF110415.D
Aca On 2 Nov 2018 16:47 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22Ie - J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 2.316 34 39 47 rVB 339703 456442 18.01% 2.115%
2 3.616 257 260 275 rBV 11342 32687 1.29% 0.151%
3 5.204 526 530 538 rBV 59596 75272 2.97% 0.349%
4 5.581 590 594 598 rBY 1909329 1941670 76.59% 8.996%
5 6.581 759 764 776 rBVY 2030755 2210052 87.18% 10.240%
6 6.728 784 789 792 rBY 2133684 2131842 84.10% 9.878%
7 6.951 824 827 834 rBV 655935 590715 23.30% 2.737%
8 7.110 850 854 857 rBVY 1823238 1637709 64.60% 7.588%
9 7.516 918 923 941 rBVY 1213161 1351191 53.30% 6.261%
10 8.239 1041 1046 1062 rBV 725830 788466 31.10% 3.653%

11 9.310 1222 1228 1231 rBV 2798510 2534996 100.00% 11.745%
12 9.704 1290 1295 1304 rBV 251351 253931 10.02% 1.177%
13 9.998 1340 1345 1358 rVB 957321 916539 36.16% 4.247%
14 10.786 1475 1479 1492 rBV 1183450 1194808 47.13% 5.536%
15 11.486 1594 1598 1607 rBV 922798 927509 36.59% 4.297%

16 11.992 1677 1684 1688 rBV2 37534 50608 2.00% 0.234%
17 12.704 1800 1805 1809 rBV 83833 79439 3.13% 0.368%
18 12.780 1813 1818 1825 rBV3 27773 49879 1.97% 0.231%
19 12.939 1837 1845 1850 rBV 66819 82931 3.27% 0.384%
20 13.068 1863 1867 1871 rBV 2142393 2028285 80.01% 9.398%
21 13.951 2013 2017 2022 rBV2 83825 96569 3.81% 0.447%
22 14.133 2044 2048 2058 rBV 564506 577780 22.79% 2.677%
23 14.262 2064 2070 2074 rBV 45091 55453 2.19% 0.257%
24 14.568 2118 2122 2131 rBV 78542 95157 3.75% 0.441%

25 14.886 2171 2176 2179 rBV 135164 141013 5.56% 0.653%

26 15.204 2227 2230 2232 rBV 22168 29774 1.17% 0.138%
27 15.239 2232 2236 2241 rVB 160556 195618 7.72% 0.906%
28 15.656 2298 2307 2316 rVB2 360442 706573 27.87% 3.274%
29 16.092 2375 2381 2386 rVB 103630 163213 6.44% 0.756%

30 16.621 2466 2471 2478 rVB2 54489 92566 3.65% 0.429%
31 17.239 2571 2576 2586 rVB5 39072 94018 3.71% 0.436%
Sum of corrected areas: 21582705
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\

: BF110415.D

: 2 Nov 2018 16:47
: JU/SJ

= J5769-07

4 Sample Multiplier: 1

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

LEFT-CORNER-BULDG-85

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

Abundance

2500000
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500000
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6.73
6.58

5.58 711

6.95

5.20 L

7.52

0
Time-->

3.62

AN
LI A I S B B E R B B E B R B B B

I
.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance

2500000

2000000

1500000

1000000

500000

8.24

TIC: BF110415.D

10.00

9.70

|

10.79
11.49

11,99 125082.9 L

13.07

0
Time-->
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11.00 11.50 12.00 12.50

13.00
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2500000

2000000

1500000

1000000

500000

14.13

13.95 [l14.26 14.5

TIC: BF110415.D

15.66

14.89 1524 16.09
7 .
15,20 A

16.62 17.24

0
Time-->
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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.

2.32 15.45 ng 456442 1,4-Dichlorobenzene-d4 6.95
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 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF110415.D (-34) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.1
220 240 2.60 '
Ol b e e m/Zz 43.05  40.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 T[T T
43.0 220 240 2.60
550 87.0 m/z 55.05 29.75%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
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 AL
220 240 2.60
5000 410 55.0 m/z 87.10 26 .95%
29.0 ‘
o T “ Ay “ ‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2—methy|— T L —— T T T L |
73.0 220 240 2.60
m/z 41.05 12.56%
5000 43.0
58.0
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' AU
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.20 2.55 ng 75272 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 529 (5.198 min): BF110415.D (-526) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 NARRRARAS SRR RARE R
| 83.0 | 4.80 5.00 520 5.40 5.60
o} ST X VSNV S| . e AN BN m/z 59.00 59.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R R L
59.0 480 500 520 540 5.60
m/z 101.00 17.43%
31|.0 83.0 93010|10
O o T e B e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 550 540 560
5000 m/z 58.00 15.01%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R b
59.0 480 5.00 520 5.40 5.60
31.0 m/z 41.00 10.01%
5000 41.0
73.0
oL 120 L1 510/ | 87.0 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 72.18 ng 2131840 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 789 (6.728 min): BF110415.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SIS SRR SRS SRR
40.0 54.0 6.40 6.60 6.80 7.00
0 gL0 e m/z 68.10 37.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRS SRS SRR SRR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.47%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.57%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S AREammmsses
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.10%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I R B AR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 Heptafluorobutyric acid, he... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.34 ng 96569 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 2017 (13.951 min): BF110415.D (-2013) (-) m/z 57.05 100.00%
57.0
5000
13.60 13.80 14.00 14.20
o} m/z 43.05 90.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0
5000 R AR UL B
13.60 13.80 14.00 14.20
160.0 m/z 55.00 87 .92%
o 37.0, | 2240 269.0 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 NSRRI SN B
13.60 13.80 14.00 14.20
5000 m/z 83.00 72.11%
o150 | i {1290 177,02100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester SN BamaE B
43.0 13.60 13.80 14.00 14.20
83.0 m/z 69.05 63.34%
5000
25.0
0‘ J LIl ‘\ Lo 1960
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.29 ng 95157 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2122 (14.568 min): BF110415.D (-2118) (-) m/z 57.05 100.00%

57.0
5000 '

28 14.20 14.40 14.60 14.80
L1 m/z 71.10 65.45%

1130 1411 1602 o000 2421

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB L
14.20 14.40 14.60 14.80
m/z 43.05 63.50%
29.0 113.0 0
o U 1410 1690 197.0 2250 253.0 2960
B L B o e e AR ERES e a sy o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129498: Nonadecane, 2-methyl-
57.0
R S R
14.20 14.40 14.60 14.80
5000 m/z 85.05 50.46%
85.0
290 113.0
R R o B A A s B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141429: Eicosane, 2-methyl- e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 24 .26%
5000
85.0
29.0
113.0
0 I‘ ‘ \M\ h \ J‘ \‘ \141 -0 169 0 197.0 25\3 0 281.0
L B L A L o e e A RRARRR R S R
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\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.89 4.88 ng 141013 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2177 (14.892 min): BF110415.D (-2171) (-) m/z 57.10 100.00%

57.1

5000
kgl T

1| | 14111752 239.2 2811 14.60 14.80 15.00 15.20

—

ol b e e e | M/Z 43.10 66.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 LA L L L L LB

14.60 14.80 15.00 15.20
m/z 71.05 64.81%

99.0
| ] | J1|‘ 141.0 183.0 2250 2810 337.0 394.0

ol A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
B AR St
14.60 14.80 15.00 15.20
5000 m/z 85.05 47 _70%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
= A
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane B R
57.0 14.60 14.80 15.00 15.20
m/z 41.10 25.19%
5000
99.0
o | | 1410 183.0 2250 267.0 3090 351.0 437.0
T T T T T T e e T e e T e T AR EEREE L
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.24 5.54 ng 195618 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2236 (15.239 min): BF110415.D (-2232) (-) m/z 57.10 100.00%
57.1
5000
99.1 " 15.00 15.20 15.40 15.60
141.1 . . . .
0....|,' g pfgmeit2  2era | nz7 43.05 60.00%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L B BRI UL B
mmmmmmmm
99.0 m/z 71.10 58.28%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
" 15.00 15.20 15.40 15.60
5000 m/z 85.05 46 .14%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1éo 200 2%0 360 3%0 '
Abundance #141426: Heneicosane T T
57.0 15.00 15.20 15.40 15.60
m/z 55.05 23.46%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1éo 200 250 360 3%0 ' 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.09 4.62 ng 163213 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2381 (16.092 min): BF110415.D (-2375) (-) m/z 57.10 100.00%
57.1
5000 \ ”
oe.1 15.80 16.00 16,20 16.40
141.1 . ) . )
o Adddfatiiese  esso Y 05 b4, 14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LRI BN BRI SUURIN B
mmmmmmmm
99.0 m/z 43.10 57.21%
ol Il 1) 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 55 160 1%0 260 2%0 360 3éo 460 !
Abundance #141426: Heneicosane
57.0
' 15.80 16.00 16,20 16.40
5000 m/z 85.10 48 .68%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3éo 460 !
Abundance #185535: Heptadecane, 9-octyl- T TR
57.0 15.80 16.00 16.20 16.40
m/z 55.05 25.26%
h kmj\/\w/\w
9.0
o J J || 1410 1830 2330 2810 3230
m/z--> % 1& ﬁo ﬂ)zm %o ﬁ)4& ! mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 10 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.62 ng 92566 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
Abundance Scan 2471 (16.621 min): BF110415.D (-2466) (-) m/z 57.00 100.00%
57.0
5000 L’—‘»/Lm-
S o s 1640 1660 1580 17,00
ot e e m/z 71.10 62.18%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57.0
5000 L BRI BN BUULILN B

16.40 16.60 16.80 17.00
m/z 43.10 60.43%

13.0
o ]] 1 | ‘1‘69.0 2250 282.0
III.IIIIIIIIIIIIII‘IIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R R EaEEE s
16.40 16.60 16.80 17.00
5000 m/z 85.10 46.93%
130 169.0
ol b4 T 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105886: Octadecane N B B !
57.0 16.40 16.60 16.80 17.00
m/z 41.10 18.93%
= WWNW\/\VMW
13.0 1600 2540
Oty r e e e e e e e R R EaEEE s
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110415.D

Aca On : 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle : J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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 11 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.24 2.66 ng 94018 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 68
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 64
3 Triacontane 422 C30H62 000638-68-6 64
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 2576 (17.239 min): BF110415.D (-2571) (-) m/z 57.10 100.00%
51.1
5000
131 4551150 201 5000 1720 1740 1760
ol l”"”"l"".",....,..lll.,....,....,... m/z 71.10 62 _48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 L S B UL B
17.00 17.20 17. 40 17. 60
m/z 85.05 53.73%
oL L]y Jl L 140 qe30 20 2810 3230
m/z--> §o 100 150 200 250 300 3%0 460
Abundance #124147: 2-Bromotetradecane
57.0
" 17.00 17.20 17.40 17.60
5000 m/z 43.05 49 .33%
99.0
N O e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R RRREE EE s
57.0 17.00 17.20 17.40 17.60
m/z 69.10 20.39%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> §o 100 1éo 200 250 360 350 460 1750 1720 1740 1760
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF110218\

Data File : BF110415.D

Acq On > 2 Nov 2018 16:47

Operator : JU/SJ

a?ggle - J5769-07 LEFT-CORNER-BULDG-85
ALS Vial : 4 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... 2.32 15.4 ng 456442 1 6.95 590715 20.0
2-Pentanone, 4-hy... 5.20 2.5 ng 75272 1 6.95 590715 20.0
unknown6.73 6.73 72.2 ng 2131840 1 6.95 590715 20.0
Heptafluorobutyri... 13.95 3.3 ng 96569 5 14.13 577780 20.0
Heneicosane 14 .57 3.3 ng 95157 5 14.13 577780 20.0
Octacosane 14.89 4.9 ng 141013 5 14.13 577780 20.0
Hexacosane 15.24 5.5 ng 195618 6 15.66 706573 20.0
Hentriacontane 16.09 4.6 ng 163213 6 15.66 706573 20.0
Eicosane 16.62 2.6 ng 92566 6 15.66 706573 20.0
Heptadecane, 9-oc... 17.24 2.7 ng 94018 6 15.66 706573 20.0
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