LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100384.D

Aca On : 10 Nov 2017 12:12

Operator : SJ/JU

Sample : 16346-07

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 2.228 20 24 32 rvB 46963 67111 1.67% 0.179%
2 5.134 513 518 529 rVB 550471 711242 17 .68% 1.902%
3 5.522 578 584 587 rBY 3353269 3449486 85.76% 9.225%
4 6.522 748 754 757 rBVY 3231898 3597699 89.44% 9.621%
5 6.669 774 779 782 rBVY 3523350 3492961 86.84% 9.341%
6 6.722 785 788 793 rVB 73203 55868 1.39% 0.149%
7 6.898 814 818 822 rBVY 1226795 1012572 25.17% 2.708%
8 7.057 840 845 848 rVB 2950866 2624466 65.25% 7.019%
9 7.463 908 914 917 rBVY 2195695 2279952 56.68% 6.097%
10 8.180 1031 1036 1039 rBvV 1597153 1351939 33.61% 3.616%
11 8.733 1126 1130 1133 rVB 60664 47344 1.18% 0.127%

12 9.257 1213 1219 1222 rBV 4142433 3986233 99.10% 10.661%
13 9.645 1281 1285 1289 rBvV 761161 616295 15.32% 1.648%
14 9.933 1329 1334 1338 rBV 1545556 1544422 38.40% 4_.130%
15 10.651 1451 1456 1459 rBV 196762 178321 4.43% 0.477%

16 10.727 1463 1469 1472 rBV 2563160 2702003 67.17% 7.226%
17 11.421 1583 1587 1591 rBV 1885230 1677714 41.71% 4._487%
18 11.939 1670 1675 1689 rBV 510206 503895 12.53% 1.348%
19 12.727 1804 1809 1816 rBV 308697 327357 8.14% 0.875%
20 12.821 1821 1825 1828 rBV2 99333 91742 2.28% 0.245%

21 13.010 1852 1857 1860 rBV 3990805 4022412 100.00% 10.757%
22 13.527 1942 1945 1949 rBV2 62607 63472 1.58% 0.170%
23 13.892 2004 2007 2019 rBV2 181169 198771 4.94% 0.532%
24 14.062 2029 2036 2039 rBV 1770215 1589531 39.52% 4._.251%
25 15.545 2282 2288 2296 rBV 911125 1199700 29.83% 3.208%

Sum of corrected areas: 37392508

8270-BF110817.M Mon Nov 13 10:59:55 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

BF100384.D

10 Nov 2017 12:12

SJ/Ju

16346-07

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100384.D

Aca On : 10 Nov 2017 12:12

Operator : SJ/JU

Sample : 16346-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 14.05 ng 711242 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 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 517 (5.128 min): BF100384.D (-513) (-) m/z 43.00 100.00%
43.0
59.1
5000
oLt 480 500 520 540
Y| MO U U~ SN U (o~ 3. 1 7 9 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LS UL UL R
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.10 17.14%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.07%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 480 5.00 5.20 5.40
m/z 41.05 8.52%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100384.D

Aca On : 10 Nov 2017 12:12

Operator : SJ/JU

Sample : 16346-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 68.99 ng 3492960 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 779 (6.669 min): BF100384.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 % o J Tk k0 6ko 760
01 T e e m/z 68.10 40.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.16%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 26.22%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R o R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.29%
74.0
5000 98.0 116.0
0 hm\ dmso wso Ll
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100384.D

Aca On : 10 Nov 2017 12:12

Operator : SJ/JU

Sample : 16346-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.31 ng 178321 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzilic acid 228 C14H1203 000076-93-7 47
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
4 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1456 (10.651 min): BF100384.D (-1451) (-) m/z 105.00 100.00%
105.0
.0 182.1
5000
51.0 IS | S
152.0 10.40 10.60 10.80 11.00
O e et e 20 e e Tm/z 77.00  58.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47243: Benzophenone
105.0
.o 182.0 )
5000 LA B BN BN B
0 10,40 10.60 10.80 11.00
oL m/z 182.10 52.34%
oL 270 | A 1260 1520 |
m/z--> 20 40 60 86 100 120 140 160 180 200 220
Abundance
105.0 183.0
7o 10,40 1060 10.80 11.00
5000 m/z 51.00 23.55%
510 165.0
0 27.0 139.0 210.0228.0
U ICEL I UL UL UL S S L S UL B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34635: N-Methoxy-N-methylbenzamide e e
105.0 10.40 10.60 10.80 11.00
m/z 181.10 8.15%
77.0
5000
51.0
0 28.0 | | 134.0 165 0
m/z--> 20 40 60 86 100 120 140 160 180 200 220 10,40 10.60 10.80 11.00

8270-BF110817.M Mon Nov 13 10:59:58 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100384.D

Aca On : 10 Nov 2017 12:12

Operator : SJ/JU

Sample : 16346-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 4

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

11.94 6.01 ng 503895 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87

4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 25

Abundance Scan 1675 (11.939 min): BF100384.D (-1670) (-) m/z 43.05 100.00%
430 730

5000
L‘” 129.1

97.1 ryrrrryrrrryrrTTrTTTT
157.1 1851 2132 256.2 11.60 11.80 12.00 12.20 |
| m/z 73.00 96.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 RN N -k‘T--- UAREE

83.0 11. 60 11. 80 12. OO 12.20
‘ | 256.0 m/z 60.00 87.63%
h‘

157.0 1850 213.0

4 |
Ot e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11. 60 11. 80 12. 00 12.20
5000 129.0 m/z 57.05 79.01%
97.0 199.0
157.0 242.0
0150 177.0 2230
R R RS s s o o o e e e RARRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R AR Rt

73.0 11,60 11.80 12.00 12.20
m/z 41.10 71.90%

43.0
5000 129.0
| 710 2140
180\\ \H‘ h‘\ HM ol 1490 ‘ !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100384.D

Aca On : 10 Nov 2017 12:12

Operator : SJ/JU

Sample : 16346-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.73 3.90 ng 327357 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1809 (12.727 min): BF100384.D (-1804) (-) m/z 43.05 100.00%

43.0 730

5000 129.1

] Ll

-

12.40 12.60 12.80 13.00
m/z 73.00 91.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 || 73.0
5000 129.0

12.40 12.60 12.80 13.00
m/z 57.10 81.89%

241.0 284.0

207.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
SRS LEEmEEE RS
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 80.99%
83.0
157.0 185.0 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T T TR
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 76.13%
5000 129.0
185.0 228.0
A o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100384.D

Aca On : 10 Nov 2017 12:12

Operator : SJ/JU

Sample : 16346-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Behenic alcohol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.89 2.50 ng 198771 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90

Abundance Scan 2007 (13.892 min): BF100384.D (-2004) (-) m/z 57.05 100.00%
57.0 83.1
5000
139.1 13.60 13.80 14.00 14.20
o 1ero 2070 m/z 43.05 96.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 111.0 SRR SR SO B
13.60 13.80 14.00 14.20
m/z 55.05 90.23%
29.0 139.0 1670
oLerrr NI .0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0 M
69.0 RN SR SO B
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 89.01%
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 T TR ey et
57.0 83.0 13.60 13.80 14.00 14.20
m/z 69.05 79.20%
5000
29.0 139.0
ol ‘ 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.I60 13.I80 14.'00 14.I 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111017\
Data File : BF100384.D

Acq On : 10 Nov 2017 12:12

Operator : SJ/JU

Sample - 16346-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
2-Pentanone, 4-hy... 5.13 14.1 ng 711242 1 6.90 1012570 20.0
unknown6 .67 6.67 69.0 ng 3492960 1 6.90 1012570 20.0
Benzophenone 10.65 2.3 ng 178321 3 9.93 1544420 20.0
n-Hexadecanoic acid 11.94 6.0 ng 503895 4 11.42 1677710 20.0
Octadecanoic acid 12.73 3.9 ng 327357 4 11.42 1677710 20.0
Behenic alcohol 13.89 2.5 ng 198771 5 14.06 1589530 20.0
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