LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111839.D

Aca On : 3 Jan 2019 23:32

Operator : JU/SJ

Sample : K1019-07

Misc :

ALS Vial : 24 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-BF121918.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 2.216 15 22 27 rBv 119747 163495 2.29% 0.291%
2 3.451 229 232 240 rBV 59133 108288 1.51% 0.193%
3 5.134 513 518 525 rBV 290914 378388 5.29% 0.673%
4 5.545 582 588 591 rBY 5806234 6032750 84.34% 10.729%
5 6.551 753 759 763 rBVY 5822882 6895253 96.40% 12.263%

6.681 776 781 784 rBV 6560476 6434536 89.96% 11.444%
6.904 815 819 822 rBV 2000456 1604057 22.43% 2.853%
7.063 842 846 849 rBV 5832786 5041876 70.49% 8.967%
4073537 4118823 57.59% 7.325%
8.186 1033 1037 1040 rBV 2453324 1992858 27.86% 3.544%
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11 9.263 1215 1220 1223 rBV 7529972 7152494 100.00% 12.721%
12 9.645 1281 1285 1290 rBV 1191617 986055 13.79% 1.754%
13 9.939 1331 1335 1339 rBV2 2430672 2096454 29.31% 3.729%
14 10.727 1465 1469 1473 rBV 3307170 3130117 43.76% 5.567%
15 11.427 1584 1588 1591 rBV 1993568 1660052 23.21% 2.952%

16 13.010 1853 1857 1860 rBV 5426494 4900752 68.52% 8.716%
17 13.898 2005 2008 2022 rBV 486059 597257 8.35% 1.062%
18 14.068 2033 2037 2040 rBV 1365862 1325076 18.53% 2.357%
19 14.221 2061 2063 2067 rBV 93085 93627 1.31% 0.167%
20 14.527 2113 2115 2122 rVB 131695 124347 1.74% 0.221%

21 14.839 2165 2168 2176 rVB 145294 173448 2.43% 0.308%
22 15.186 2224 2227 2231 rVB 136013 146159 2.04% 0.260%
23 15.557 2285 2290 2299 rVB 724813 1070432 14.97% 1.904%

Sum of corrected areas: 56226594
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report

- Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF010319\

- BF111839.D

- 3 Jan 2019 23:32

- JU/SJ

- K1019-07

- 24 Sample Multiplier: 1

TIC Library :
TIC Integration Parameters: LSCINT.P

C:\DATABASENNIST11.L

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

7000000
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4000000
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2000000
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TIC: BF111839.D

6.68
5.55 6.55 7.06
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Time-->
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19

TIC: BF111839.D

10.73

9.94
11.43

13.01

0
Time-->
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13.00
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7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

14.07

13901, ., 1453 1484 15.19

TIC: BF111839.D

15.56

Time-->
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13.50

14.00 14.50 15.00

I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111839.D

Aca On : 3 Jan 2019 23:32

Operator : JU/SJ

Sample : K1019-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 7

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

2.22 2.04 ng 163495 1,4-Dichlorobenzene-d4 6.90
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 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17

Abundance Scan 23 (2.222 min): BF111839.D (-15) (-) m/z 73.10 100.00%
741 ?
5000
43.0
55.0 871
| ‘ | 2.20 2.30 2.40 2.50 2.60
Y K S A N m/z 43.05 38.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HUR VAN UGS AR RS AR
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 32.14%
29.0
“l'“'l“'dw"ﬁ"“l'“'l“"w"w"“l'“'l“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 : m/z 87.10 26 .36%
29.0
"|}ﬁql"“l"”l"“l"“l"“l"“l"“l'?lq"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 15.62%
5000 59.0
87.0
43.0
29.0 | Il ‘ 102.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111839.D

Aca On : 3 Jan 2019 23:32

Operator : JU/SJ

Sample : K1019-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 4

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

5.13 4.72 ng 378388 1,4-Dichlorobenzene-d4 6.90
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 517 (5.128 min): BF111839.D (-513) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 ISR RN R
| 83.0 | 4.80 5.00 5.20 5.40
S MUY SN S U, m/z 59.10 55.53%
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 L LS UL UL
59.0 480 500 520 540
0
150 41, 1010 m/z 101.10 17.52%
"WH“l””ﬂ'”W“'PJW'HWH'Eﬁql“”V'“V“'V“W'HW“'W
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
59.0
480 500 520 540
5000 410 m/z 58.00 14 .66%
rerrereprereprree e B0 180 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl- O BAmE B e
59.0 4.80 5.00 5.20 5.40
m/z 40.95 9.54%
5000
410 101.0
150 27\\0\ | H ‘Hm ZlO 83wo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111839.D

Aca On : 3 Jan 2019 23:32

Operator : JU/SJ

Sample : K1019-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.68 Concentration Rank 1

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

6.68 80.23 ng 6434540 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 781 (6.681 min): BF111839.D (-776) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 UL A R R
40.0 54 J 6.40 6.60 6.80 7.00
S 72 T2 S | m/z 68.10 44.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 9go 1160 S S A UL R
6.40 6.60 6.80 7.00
m/z 134.00 33.81%
158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 29.65%
41.0 97.0
‘ ‘ 117.0
- ...“i“. .“.“. |‘.“l‘.‘.‘8r::7..0.‘.‘£ A, "‘I ; .H. L e
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R ERRERE S s AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.30%
117.0
5000
91.0
39.0 65.0 ‘ ‘
w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.-n-u----u---- UL A L R
m/z--> 20 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\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111839.D

Aca On : 3 Jan 2019 23:32

Operator : JU/SJ

Sample : K1019-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9-Tricosene, (2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.90 9.01 ng 597257 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 97
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 2008 (13.898 min): BF111839.D (-2005) (-) m/z 55.10 100.00%
581
| W\WL/\F
5000
111.1
R BN U
391 13.60 13.80 14.00 14.20
0 L [5a67.1 21022383 280.3 3132 3442 m/z 57.10 99.26%
m/z--> 50 100 150 200 250 300 350
Abundance j #163020: 9-Tricosene, (2)-
510 970
5000 L SRR S BN S
13.60 13.80 14.00 14.20
29.0 125.0 m/z 43.10 95.66%
153.0 322.0
| \ Jl i 18202100238026602940 I
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 SR AR AR BN SUM
13.60 13.80 14.00 14.20
5000 m/z 83.10 77 .78%
29.0 125.0
DL AL ] 154018202100 5550 356.0
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester BB AN EREaEEES
43.0 13.60 13.80 14.00 14.20
m/z 69.10 73.31%
83.0
5000
‘ 111.0
139.0
L ‘ 1290 1610 220200 o910 ] S
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111839.D

Aca On : 3 Jan 2019 23:32

Operator : JU/SJ

Sample : K1019-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .84 3.24 ng 173448 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 93
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2168 (14.839 min): BF111839.D (-2165) (-) m/z 57.10 100.00%

1

5000

14.60 14.80 15.00 15.20
m/z 43.10 68.48%

1411176 1212.1 2532 296.1 347.2382.2

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane

438.3

5000

14.60 14.80 15.00 15.20
m/z 71.10 62.07%

141.0 183.0 225.0 267.0 338.0
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #141426: Heneicosane
57.0
e e N R
14.60 14.80 15.00 15.20
5000 m/z 85.10 43.22%
99 0
15q|‘ || ] 1410 1830 2250  206.0
e e e e T S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl- b RREmE EE e
57.0 14.60 14.80 15.00 15.20
m/z 41.10 22.74%
5000
99. 253.0
2.0 JJ I JJ | 141 O 183 0 l‘ 2960
e T e o S EL A B e e S e e N RmmEa
m/z--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15. 00 15 20

8270-BF121918_.M Fri Jan 04 04:53:12 2019

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111839.D

Aca On : 3 Jan 2019 23:32

Operator : JU/SJ

Sample : K1019-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.19 2.73 ng 146159 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2228 (15.192 min): BF111839.D (-2224) (-) m/z 57.10 100.00%
57.1
5000

151,00 12211 26913041 342.1 3852 4302 1480 15.00 15.20 1540 15,60
...J,...J.“'ll Lo JEBATE | 26013000 A0S SO 2 4020 /7 43.10  67.06%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane

14. 80 15. OO 15. 20 15. 40 15. 60
99.0 268.0 m/z 71.10 60.32%
141.0 183.0 295.0

5000

m/z--> 50 100 150 200 250 300 350 400
Abundance #215179: Nonacosane
57.0
R B R E B
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.10 46.15%
99.0
| L ] ﬁ | }4f? }8?? 225.0 267.0 309.0 3510 408.0
IIlIIIIIIIIII L IIIIII‘IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R RRERRREEEE
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.10 25.10%
5000
99.0

e , 141.0 183.0 225.0 2670 300.0 367.0

m/z--> 50 100 150 200 250 300 350 400 14. 80 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\BF010319\
Data File : BF111839.D

Acq On : 3 Jan 2019 23:32

Operator : JU/SJ

Sample - K1019-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
Quant Title : 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... 2.22 2.0 ng 163495 1 6.90 1604060 20.0
2-Pentanone, 4-hy... 5.13 4.7 ng 378388 1 6.90 1604060 20.0
unknown6 .68 6.68 80.2 ng 6434540 1 6.90 1604060 20.0
9-Tricosene, (2)- 13.90 9.0 ng 597257 5 14.07 1325080 20.0
Tetracosane 14.84 3.2 ng 173448 6 15.56 1070430 20.0
Nonadecane 15.19 2.7 ng 146159 6 15.56 1070430 20.0
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