LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061917\

Data File : BF096017.D

Aca On : 19 Jun 2017 21:07 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13745-01 FK-GF-02-006-A

ALS Vial : 20 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-BF060517.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 1.557 10 12 57 rVB 1468710 2918849 100.00% 15.154%
2 4.504 510 513 542 rBV2 56485 195104 6.68% 1.013%
3 5.198 627 631 669 rBV 805161 1760799 60.33% 9.141%
4 6.875 912 916 927 rBVY 1014810 1594576 54.63% 8.278%
5 6.963 927 931 949 rVB 1300031 2061853 70.64% 10.704%
6 7.304 985 989 1008 rVB 314927 452043 15.49% 2.347%
7 7.539 1024 1029 1047 rBV 1044816 1438792 49.29% 7.470%
8 8.227 1141 1146 1175 rBV 666605 1090949 37.38% 5.664%
9 9.333 1330 1334 1353 rBVY 372385 609637 20.89% 3.165%
10 11.116 1632 1637 1659 rBY 1615174 2090614 71.62% 10.854%

11 11.821 1753 1757 1774 rBV 77039 121138 4_.15% 0.629%
12 12.157 1809 1814 1820 rBV2 462477 622225 21.32% 3.230%
13 13.451 2029 2034 2053 rBvV 626667 961265 32.93% 4.991%
14 13.780 2085 2090 2099 rBV 20008 31997 1.10% 0.166%
15 14.545 2217 2220 2235 rVB 356718 558763 19.14% 2.901%

16 15.574 2391 2395 2404 rBvV2 42266 54826 1.88% 0.285%
17 16.386 2530 2533 2540 rBvV 45580 62597 2.14% 0.325%
18 16.692 2580 2585 2594 rBvV2 50150 80343 2.75% 0.417%
19 16.927 2620 2625 2634 rVB 1184661 1352955 46.35% 7.024%
20 18.186 2833 2839 2849 rBV4 58348 95818 3.28% 0.497%
21 18.274 2850 2854 2870 rVB 330693 465383 15.94% 2.416%
22 19.415 3045 3048 3054 rVB2 27361 35814 1.23% 0.186%
23 19.562 3069 3073 3076 rBV 34203 42558 1.46% 0.221%
24 19.844 3118 3121 3125 rBV 25066 36088 1.24% 0.187%
25 19.903 3128 3131 3134 rVV 34497 37720 1.29% 0.196%
26 19.944 3134 3138 3150 rVvVv 310535 440221 15.08% 2.285%
27 21.162 3337 3345 3354 rVB9 16074 48856 1.67% 0.254%
Sum of corrected areas: 19261783
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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

- BF096017.D

- 19 Jun 2017 21:07
- SJ/NMA

- 13745-01

- 20 Sample Multipl

Z:\HPCHEMI\BNA F\DATA\BF061917\

ier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096017.D
1500000{L:56
6.96
6.97 7.54
1000000
5.20
8.23
500000
7.30
4.50
O r T T T T T T T T T T T e T T T T T T e R e T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF096017.D
11112
1500000
1000000
13.45
500000 12.16
9.33 14.54
1182 13.78 15.57 16.39
r——r—r—r—rr—1rrrrrr—r e A4
Time--> 9.50 10.00 1050 11.00 11.50 1200 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50
Abundance TIC: BF096017.D
1500000
16.93
1000000
500000
18.27 19.94
5.69 18. 19.49.5618%5%0 21.16
O o o T i B B e e e M A it ——————e e =L L
Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096017.D

Aca On 19 Jun 2017 21:07

Operator : SJ/MA

Sample : 13745-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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.

4.50 8.63 ng 195104 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 512 (4.498 min): BF096017.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 HRE R R I
83.0 | 420 440 4.60 4.80
| A | PNV | . . AN E m/z 59.00 57.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "Ik 3k ako b
0,
150 a0 1010 m/z 101.00 22 .04%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
e e
57.0 420 4.40 4.60 4.80
5000 m/z 58.00 15.96%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e  Rmma s
54.0 420 4.40 4.60 4.80
m/z 41.10 10.38%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096017.D

Aca On 19 Jun 2017 21:07

Operator : SJ/MA

Sample : 13745-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 unknown6.96 Concentration Rank 2

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

6.96 91.22 ng 2061850 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 931 (6.963 min): BF096017.D (-927) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SRS SN UL R
400 540 6.60 6.80 7.00 7.20
o....,....::...,.-:..,..I-.',..7.5?,0....,..!.,???.?....,....,J...,.. m/z 68.05 37.11%
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
6.60 6.80 7.00 7.20
210 510 m/z 134.00 32.50%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
660 6.80 7.00 7.20
5000 67.0 m/z 66.05 22.05%
41.0 97.0
53.0 . 117.0
0”'%'”'P'”I”'W'”'P'”;”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine  REaa e AR
132.0 6.60 6.80 7.00 7.20
m/z 96.05 13.88%
97.0
5000 0.0
31.0 52.0
0 ‘ I} [ L 86.0 | 107011§0 l
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.60 6.80 7.00 7.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096017.D

Aca On 19 Jun 2017 21:07

Operator : SJ/MA

Sample : 13745-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.19 4.12 ng 95818 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 1-Hexadecanol 242 C16H340 036653-82-4 87

Abundance Scan 2840 (18.192 min): BF096017.D (-2833) (-) m/z 55.05 100.00%

55.0 83.1
5000 :

17. 80 18. OO 18. 20 18 40 18. 60
rerprrrrred m/z 43.10 92.73%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

5000 S AR EEEEE e
17. 80 18. OO 18. 20 18 40 18. 60

m/z 83.10 89.95%

o

29.0
ol b \ 167.0 196.0  238.0 266.0 294.0
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
17.80 18.00 18.20 18.40 18.60
5000 111.0 m/z 57.00 88.38%
29.0 139.0

167.0 195.0222.0 250.0 280.0 308.0 336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55.0 83.0 17.80 18.00 18.20 18.40 18.60

m/z 97.10 87 .14%

5000

29.0

ok A i 168.0196.0 238.0 266.0
et kg
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 | | 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096017.D

Aca On 19 Jun 2017 21:07

Operator : SJ/MA

Sample : 13745-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 Indeno[1,2,3-cd]fluoranthene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.16 2.22 ng 48856 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll1l.2.3-cdlfluoranthene 276 C22H12 000193-43-1 47
2 Benzolahilpervlene 276 C22H12 000191-24-2 43
3 Benzol4.51imidazol2.1-cll1.2.41t... 276 C17H16N4 1000302-82-6 43
4 2.2.2-Trifluoro-N-(6-Methoxv-1.3... 276 C1OH7F3N202S 1000373-10-6 43
5 6-Nitro-3-carbethoxy-1,2,5-trime... 276 C14H16N204 052916-00-4 38
Abundance Scan 3345 (21.162 min): BF096017.D (-3337) (-) m/z 276.10 100.00%
57.1 276.1
5000
85.1 137.1
116.9
” ‘ (| || | 165.1185.1205.1 247.1 20.80 21.00 21.20 21.40
0..w.”.“.”... e m/z 57.10 98.75%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124623: Indeno[1,2,3-cd]fluoranthene
276.0
5000 138.0 T

20.80 21.00 21.20 21.40
m/z 71.10 59.73%

174.0 198.0 224.0 248.0

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276.0
B R e e e
20.80 21.00 21.20 21.40
5000 m/z 274.10 33.84%
138.0
o 57.0 9101120 222.0 2520
T [T T T T T T T [ e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124415: Benzo[4,5]imidazo[2,1-c][1,2,4]triazine, 1-ethyl-... L R e e  EEmaE
158.0 276.0 20.80 21.00 21.20 21.40
m/z 55.00 32.17%
5000 248.0
77.0 118.0
51.0 219.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 20. 80 21. 00 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061917\
Data File : BF096017.D

Acq On 19 Jun 2017 21:07

Operator : SJ/MA

Sample : 13745-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
2-Pentanone, 4-hy... 4.50 8.6 ng 195104 1 7.30 452043 20.0
unknown6 .96 6.96 91.2 ng 2061850 1 7.30 452043 20.0
1-Heneicosanol 18.19 4.1 ng 95818 5 18.27 465383 20.0
Indeno[1,2,3-cd]f... 21.16 2.2 ng 48856 6 19.94 440221 20.0
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