LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103281.D

Aca On : 27 Feb 2018 23:20

Operator : SJ/JU

Sample = J1705-07

Misc :

ALS Vial : 27 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-BF022218.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 2.134 3 8 19 rBVY 1060979 1423914 40.56% 5.343%
2 5.093 508 511 521 rVB 92156 114343 3.26% 0.429%
3 5.498 576 580 597 rBVY 1798022 1842912 52.49% 6.915%
4 6.504 747 751 771 rBV 1109451 1225651 34.91% 4 .599%
5 6.645 771 775 778 rBVY 3246669 3028088 86.24% 11.362%
6 6.875 810 814 819 rBVY 1038180 867207 24.70% 3.254%
7 7.034 836 841 844 rBVY 3024228 2962085 84.36% 11.114%
8 7.439 905 910 913 rBVY 2409292 2415146 68.79% 9.062%
9 8.157 1028 1032 1050 rBvV 1228193 1155806 32.92% 4_.337%
10 9.233 1210 1215 1218 rBVY 3645186 3511040 100.00% 13.174%

11 9.622 1277 1281 1287 rBV 131656 133550 3.80% 0.501%
12 9.828 1313 1316 1321 rBV 86220 81686 2.33% 0.307%
13 9.916 1327 1331 1339 rBV 1014875 976721 27.82% 3.665%
14 10.327 1398 1401 1405 rVvB2 163775 137080 3.90% 0.514%
15 10.551 1434 1439 1441 rBV 43365 54788 1.56% 0.206%

16 10.710 1461 1466 1475 rBV 1526328 1642096 46.77% 6.162%
17 10.804 1479 1482 1487 rVV 127333 123605 3.52% 0.464%

18 10.957 1505 1508 1512 rVB 43312 37829 1.08% 0.142%
19 11.251 1555 1558 1561 rBV 55810 46500 1.32% 0.174%
20 11.404 1580 1584 1593 rBV 849216 838113 23.87% 3.145%
21 11.922 1669 1672 1676 rBV2 47583 56351 1.60% 0.211%
22 11.986 1680 1683 1687 rVB 40605 38350 1.09% 0.144%

23 12.992 1849 1854 1857 rBV 2522865 2495282 71.07% 9.363%
24 13.874 2001 2004 2009 rBV 205335 226350 6.45% 0.849%
25 14.057 2031 2035 2042 rBV 740076 705390 20.09% 2.647%

26 15.557 2286 2290 2299 rVB 370527 510786 14.55% 1.917%

Sum of corrected areas: 26650669
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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\BF022718\

BF103281.D

27 Feb 2018 23:20

SJ/Ju

J1705-07

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

2.13

1000000

500000

TIC: BF103281.D

5.50

5.09

6.65

6.50

7.03

7.44

6.87

0

Time-->

S N—
5.00 5.50

™1
2.50

3.00

3.50

4.00

4.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

8.16

TIC: BF103281.D

9|23

10.71

9.92

11929

12.99

I S

Ot——
Time-->

10.50 11.00 11.50

12.00

12.50

13.00

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.87

TIC: BF103281.D

14.06
15.56

L

Time-->

14.00

14.50 15.00 15.50

16.00 16.50 17.00 17.50

18.00

18.50 19.00

8270-BF022218.

M Wed Feb 28 10:28:59 2018

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103281.D

Aca On : 27 Feb 2018 23:20

Operator : SJ/JU

Sample : J1705-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

2.13 32.84 ng 1423910 1,4-Dichlorobenzene-d4 6.87
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 7 (2.128 min): BF103281.D (-3) (-) m/z 73.00 100.00%

73
5000 43
55
87

220 230 240 2.50

Obrrr e 85 | TW/Z 43.00  43.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- //\
73
5000 AN AR AN AN R
2.20 2.30 2.40 2.50
5 87 m/z 55.00 31.59%
0 ‘\ J || 80
|||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
87 AN AR U LN R
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 23.54%
29
o 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- A ma e

73 220 230 2.40 2.50
m/z 41.00 14 .05%

5000 -
15 | 63 83 98 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103281.D

Aca On : 27 Feb 2018 23:20

Operator : SJ/JU

Sample : J1705-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7

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

5.09 2.64 ng 114343 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.093 min): BF103281.D (-508) (-) m/z 42.95 100.00%
43
59
5000
T a8 500 520 5.0
83 : : : :
0....,....',':..!|,....,-....',|....,....,....,....,....,2.0.7.. m/z 59.00 63.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L L I
59 480 500 520 5.40
m/z 101.00 19.83%
15 4 101
0 wl ol \‘ 83 \ ‘
LA S S SULELEL SURLILAS UL UL SIS UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 540
5000 41 m/z 58.00 17.89%
29
87
15 70 98
G N L L L B B B L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime A e AR
43 4.80 5.00 520 5.40
m/z 40.95 9.21%
5000
101
15 31 | 5Bg9 86
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103281.D

Aca On : 27 Feb 2018 23:20

Operator : SJ/JU

Sample : J1705-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 69.84 ng 3028090 1,4-Dichlorobenzene-d4 6.87
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF103281.D (-771) (-) m/z 132.00 100.00%
5000
68
40 % J ek &ko 6k 7ho
54 . . : :
o |7 e | asus ) m/z 68.00 34.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS L R L
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.45%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 23.18%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R E R mmmmsme
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.54%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, e
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\BF022718\
Data File : BF103281.D

Aca On : 27 Feb 2018 23:20

Operator : SJ/JU

Sample : J1705-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.81 ng 137080 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 72
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
4 Tridecane 184 C13H28 000629-50-5 59
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 53
Abundance Scan 1401 (10.327 min): BF103281.D (-1398) (-) m/z 57.00 100.00%
57

5000

10.00 10.20 10.40 10.60

0 m/z 43.00 59.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 71 TT TT T T[T T I T [T TT T [TTTT]

g5 10. oo 10. 20 10.40 10.60
29 ‘ m/z 71.00 45 _84Y%
-

A “ 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
e A REeTE L e
43 10.00 10.20 10.40 10.60
5000 - m/z 85.05 32.11%
29 85
o 98 113126 149 155
T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester AT T T T T
57 10.00 10.20 10.40 10.60
m/z 41.00 29.63%
43 71
5000 85
‘ 113
99
0.,HL.UH.MPJMW..”,.JM,”............”,.”.,”.. S R E S Eaam S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103281.D

Aca On : 27 Feb 2018 23:20

Operator : SJ/JU

Sample : J1705-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.95 ng 123605 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1481 (10.798 min): BF103281.D (-1479) (-) m/z 57.00 100.00%
57
5000 P J
113 10.40 10.60 10.80 11.00 11.20
o...J,.n'..",..l??l,s?.......,........,...., m/z 43.00 69.92%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 AL UL SURLN AN
10,40 10.60 10.80 11.00 11.20
29 m/z 71.00 60.15%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.00 37.11%
85
29
0 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 '
Abundance #71393: Pentadecane e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 31.29%
5000 85
29
0 \‘ 1| ‘ | 11]\-3 141 169 212
m/z--> 50 100 1éo 200 250 300 350 ' 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103281.D

Aca On : 27 Feb 2018 23:20

Operator : SJ/JU

Sample : J1705-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.42 ng 226350 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 97
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
Abundance Scan 2003 (13.868 min): BF103281.D (-2001) (-) m/z 57.00 100.00%
57 83
SR AR SUNIUE SR B
139 171188 208 251 282 13.60 13.80 14.00 14.20
— 199 208 m/z 43.00 94.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)-
41 57
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
m/z 55.00 88.01%
oL 25 139154 182 210 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 13.60 13:80 14.00 14.20
5000 m/z 83.00 84 _70%
29 111
ol 139154 182 209 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene AR EEEEE S
13.60 13.80 14.00 14.20
m/z 97.05 63.81%
125
o 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
Data File : BF103281.D

Acq On : 27 Feb 2018 23:20

Operator : SJ/JU

Sample - J1705-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.13 32.8 ng 1423910 1 6.87 867207 20.0
2-Pentanone, 4-hy... 5.09 2.6 ng 114343 1 6.87 867207 20.0
unknown6 .65 6.65 69.8 ng 3028090 1 6.87 867207 20.0
Hexadecane 10.33 2.8 ng 137080 3 9.92 976721 20.0
Octacosane 10.80 3.0 ng 123605 4 11.40 838113 20.0
3-Eicosene, (E)- 13.87 6.4 ng 226350 5 14.06 705390 20.0
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