LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104241.D

Aca On > 4 Apr 2018 22:20

Operator : JU/SJ

Sample : J2197-04

Misc :

ALS Vial : 19 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-BF032818.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 2.281 27 33 41 rVB 118900 173185 4 .55% 0.582%
2 5.204 526 530 541 rBV 57828 121685 3.20% 0.409%
3 5.593 592 596 641 rBVY 1453928 3187630 83.82% 10.713%
4 6.593 763 766 785 rBVY 1573636 3134315 82.42% 10.534%
5 6.728 785 789 824 rVV 2316314 3802866 100.00% 12.781%
6 6.951 824 827 849 rVvV 295679 677020 17.80% 2.275%
7 7.104 849 853 879 rVV 2125477 2620466 68.91% 8.807%
8 7.516 920 923 946 rBVY 1101777 2043888 53.75% 6.869%
9 8.234 1041 1045 1073 rBvY 532804 938754 24.69% 3.155%
10 9.304 1223 1227 1243 rBvV 3086791 3723884 97.92% 12.515%
11 9.692 1287 1293 1300 rBV 210214 265590 6.98% 0.893%
12 9.892 1324 1327 1331 rBV 67945 53941 1.42% 0.181%
13 9.986 1339 1343 1356 rBVY 931662 1001081 26.32% 3.364%
14 10.392 1409 1412 1415 rVB 82179 62180 1.64% 0.209%

15 10.786 1475 1479 1490 rBV 1646499 2156183 56.70% 7.247%

16 10.869 1490 1493 1507 rVB 94495 171724 4._.52% 0.577%
17 11.486 1594 1598 1610 rBV 650499 920796 24.21% 3.095%

18 11.986 1680 1683 1687 rBV2 39911 47161 1.24% 0.158%
19 12.704 1801 1805 1814 rBV 78334 108416 2.85% 0.364%
20 12.939 1842 1845 1851 rVB 74487 90461 2.38% 0.304%

21 13.069 1863 1867 1885 rBV 2482578 2874380 75.58% 9.660%
22 13.939 2011 2015 2021 rBVZ2 85144 90013 2.37% 0.303%
23 14.139 2044 2049 2060 rBV 544981 797715 20.98% 2.681%
24 15.227 2229 2234 2247 rBV4 36889 116013 3.05% 0.390%
25 15.674 2305 2310 2324 rBV 312200 575275 15.13% 1.933%

Sum of corrected areas: 29754622
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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

Z:\HPCHEMI\BNA F\DATA\BF040418\

BF104241.D

4 Apr 2018 22:20

JussJ

J2197-04

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

2.28

TIC: BF104241.D

5.59

5.20

6.73
7.10

6.59

7.52

Time-->

oA

L
LI B LI B —

5.50

4.50

5.00

T
2.50

3.00

3.50

4.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104241.D
9|30

10.79

9.99

9.69
L A 9.8 10.39
A

11.49

0.87

13.07

12701%fﬁ
11.99 2.

OF——
Time-->

A
9.50 10.00 10.50 11.00 11.50

13.50

12.00 12.50 13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13.94

TIC: BF104241.D

14.14
15.67

15.23

Time-->

o=
14.00

17.00

16.00 16.50

14.50 15.00 15.50

17.50

18.00 18.50 19.00

8270-BF032818.

M Thu Apr 05 15:42:37 2018

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104241.D

Aca On > 4 Apr 2018 22:20

Operator : JU/SJ

Sample : J2197-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

2.28 5.12 ng 173185 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 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 12

Abundance Scan 33 (2.281 min): BF104241.D (-27) (-) m/z 73.10 100.00%
7B
5000
43 55 g7
49 | 67 | 2.202.302.402.50 2.602.70
oAt e e L m/z 43.10 31.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 2.202.302.402.50 2.602.70
55 87 m/z 87.10 24.98%
0 ‘?9 35 ‘M‘\ ‘ 67 || 80
LS FULELI UL SR SURLELL SRR SUREL IURLILS SURILILS SURLIL LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
41 55 87 2.202.302.402.50 2.602.70
5000 m/z 55.05 23.47%
29
15 67 97
e L S U S UL S UL SULIUL UL I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73 2.202.302.402.50 2.602.70
m/z 71.00 12.36%
5000 59
87
43
o 29 || 53 | 67 | ‘ 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.202.302.402.50 2.602.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104241.D

Aca On > 4 Apr 2018 22:20

Operator : JU/SJ

Sample : J2197-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 6

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

5.20 3.59 ng 121685 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 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 529 (5.199 min): BF104241.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 R S I
51, 83 480 5.00 520 5.40 5.60
0“W”“P”W””w”WJhP”W””P”W“”P”W“”P“'””P”W”“P”' m/z 59.10 61.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS SRR R
59 480 5.00 520 5.40 5.60
m/z 101.10 25.25%
15 4 101
0 N 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 5.00 520 540 5.60
5000 m/z 57.95 14.77%
43
o 69 83 o 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3160: 5-Hexen-2-one SN NN LI L B
43 480 5.00 520 5.40 5.60
m/z 41.00 11.03%
5000
55
o 15 21 71 83 9§
m/z--> 10 20 30 40 5'0 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104241.D

Aca On > 4 Apr 2018 22:20

Operator : JU/SJ

Sample : J2197-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

6.73 112.34 ng 3802870 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 789 (6.728 min): BF104241.D (-785) (-) m/z 132.00 100.00%
132
5000 68 ﬂ\\_
0 s || 7o Ciosms J T e b T
Ob ol 7 87 L3505l “m/z 68.05  38.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 98 116 A AN AR AN LR
6.40 6.60 6.80 7.00
m/z 134.00 33.86%

S P L SN A )
m/z--> 40 60 80 100 120 140 160 180
Abundance
132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 23.86%
41 53 97 117
79
88 || 106
O T T T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.40 6.60 6.80 7.00

m/z 96.00 14 .96%

97
5000
| ﬂ\
31 52
oLl 61| 8 | 106116 |

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:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104241.D

Aca On > 4 Apr 2018 22:20

Operator : JU/SJ

Sample : J2197-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.87 3.73 ng 171724 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1493 (10.869 min): BF104241.D (-1490) (-) m/z 57.05 100.00%

g7
43 i1

5000

10.60 10.80 11.00 11.20
m/z 71.10 76.05%

99

o 113127, 4154 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57

10,60 10.80 11.00 11.20
m/z 43.10 68.17%

5000

99

113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 R DR A DN DA
71 10.60 10.80 11.00 11.20
5000 m/z 85.05 54.59%

85

29 99
113127141155169182196210 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane B R R R ma e
57 10.60 10.80 11.00 11.20
43 m/z 41.05 29.47%
71
5000 85
o L L | 113127141155169183197 226
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:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104241.D

Aca On > 4 Apr 2018 22:20

Operator : JU/SJ

Sample : J2197-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.26 ng 90013 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95

4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94

Abundance Scan 2015 (13.939 min): BF104241.D (-2011) (-) m/z 83.05 100.00%

57

5000

Hr

13.60 13.80 14.00 14.20

(o} m/z 57.10 98.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 AU AR RAREE
29 11 13.60 13.80 14.00 14.20

m/z 43.10 92.19%
| ‘\H h\\L

— : R e A
m/z--> 50 O 200 250 300 350 400
Abundance
57 83
B
13.60 13.80 14.00 14.20
5000 11 m/z 97.05 85.68%
o 139 167 196 222 266 294 327
T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e o A REREE R
57 13.60 13.80 14.00 14.20
83 m/z 69.10 83.28%
o 1 MMJM‘/\MA
29 ‘ 169
210
ol LI by e 7, 20 a5 ae A
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. OO 14.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_F\DATA\BF040418\

BF104241.D

4 Apr 2018 22:20

Ju/sJ

J2197-04

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.73
Nonadecane

Cyclohexadecane

8270-BF032818.M Thu Apr 05 15:42:41 2018

2.28 5.1 ng
5.20 3.6 ng
6.73 112.3 ng
10.87 3.7 ng
13.94 2.3 ng

RT EstConc Units Response

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...

173185
121685
3802870
171724
90013

|--Internal Standard---|
| # RT Resp Conc]

677020 20.0
677020
677020 20.0
920796 20.0
797715 20.0

11.49

1
1
1 6.95
4
5 14.14
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