LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110117\
Data File : BF100065.D

Aca On : 2 Nov 2017 00:34

Operator : SJ/JU

Sample : 16216-02

Misc :

ALS Vial : 23 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-BF102317.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 4.992 490 494 510 rBV 177847 279680 16.23% 1.756%
2 5.404 560 564 593 rBVY 1244998 1589762 92.24% 9.982%
3 6.433 736 739 756 rBVY 1292525 1648765 95.67% 10.352%
4 6.557 756 760 768 rVB 1718007 1723445 100.00% 10.821%
5 6.775 794 797 808 rBV 494850 475421 27.59% 2.985%
6 6.933 820 824 841 rBVY 1485808 1270937 73.74% 7.980%
7 7.351 891 895 915 rBVY 1051088 997650 57.89% 6.264%
8 8.063 1013 1016 1033 rBVY 745139 647275 37.56% 4.064%
9 8.627 1109 1112 1120 rBB2 17619 19517 1.13% 0.123%
10 9.139 1195 1199 1202 rBV 1961971 1703837 98.86% 10.698%

11 9.533 1263 1266 1274 rBV 339704 290827 16.87% 1.826%
12 9.821 1311 1315 1319 rBV 818054 701731 40.72% 4._.406%
13 10.539 1434 1437 1441 rVB 60776 50555 2.93% 0.317%
14 10.621 1447 1451 1461 rBV 1027387 991070 57.51% 6.223%
15 11.316 1566 1569 1573 rBV 710240 642813 37.30% 4_.036%

16 11.845 1655 1659 1670 rBV3 54008 74089 4 _30% 0.465%
17 12.580 1781 1784 1790 rBV 59134 59558 3.46% 0.374%
18 12.833 1821 1827 1829 rBV 54074 61815 3.59% 0.388%
19 12.980 1848 1852 1856 rBV 1427510 1400675 81.27% 8.795%
20 14.033 2027 2031 2038 rBV3 53714 86589 5.02% 0.544%
21 14.204 2056 2060 2062 rBV 65683 66320 3.85% 0.416%
22 14.239 2062 2066 2070 rvVv 464124 496115 28.79% 3.115%
23 15.056 2202 2205 2213 rVB2 43591 57913 3.36% 0.364%
24 15.580 2290 2294 2298 rBV 27782 48625 2.82% 0.305%
25 15.986 2361 2363 2368 rVB 19297 24985 1.45% 0.157%

26 16.051 2369 2374 2384 rVV 345474 516740 29.98% 3.244%

Sum of corrected areas: 15926709
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100065.D

Aca On > 2 Nov 2017 00:34

Operator : SJ/JU

Sample : 16216-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100065.D

6.56
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100065.D

1500000 12.98

10.62
1000000
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500000
9.53

10. 11.84 12,58 12.83
o ) 3t \ s

™
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100065.D

1500000

1000000

14.24

500000

15.06 15.58 15.

O e Mt

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100065.D

Aca On > 2 Nov 2017 00:34

Operator : SJ/JU

Sample : 16216-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

4.99 11.77 ng 279680 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Guanidine 59 CH5N3 000113-00-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 494 (4.992 min): BF100065.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AR SR RN R
| 83.0 4.60 4.80 5.00 5.20 5.40
A1 N m/z 59.10 63.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.10 23.84%
27\'0\ L1 H 70.0 83.0 10%.0
O T T T T o o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 210 m/z 58.00 17.19%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #257: Guanidine A R R
430 590 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.49%
5000
28.0
O'W'”$ﬂ'”“”'W'“'L'”I”'W'“'P'”I”'W'“'P'”I“'W'”'I AR SR AR SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100065.D

Aca On > 2 Nov 2017 00:34

Operator : SJ/JU

Sample : 16216-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 1

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

6.56 72.50 ng 1723450 1,4-Dichlorobenzene-d4 6.77
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 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 761 (6.563 min): BF100065.D (-756) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 620 6.40 6.60 680
40.0 54.0
o....,....;....,....,.:I.',..7.55,0....,..!.,.1??.?....,....,-'...,.. m/z 134.00  34.20%
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 SRS U R
6.20 6.40 6.60 6.80
310 510 m/z 68.10 31.00%
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
620 6.40 6.60 680
5000 67.0 m/z 66.00 18.17%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132.0 6.20 6.40 6.60 6.80
m/z 96.00 11.97%
5000
770 104.0
S o N SN N =Y SN (S | SO
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100065.D

Aca On > 2 Nov 2017 00:34

Operator : SJ/JU

Sample : 16216-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.31 ng 74089 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 1658 (11.839 min): BF100065.D (-1655) (-) m/z 73.10 100.00%
430,31
5000 129.0
13.1 AR R
|| 71.0 I | 256.2 11. 60 11. 80 12. oo 12 20
ol ..'....'.. ...,'....,....,...., m/z 60.00 88.70%
m/z--> 50 100 150 250 300 350
Abundance #107549: n- Hexadecanoic acid
60.0
5000 129.0 L B BRI UL B

11:60 11.80 12.00 12.20
m/z 43.05  81.44%

1710 21?0 256.0
n l ‘ !

[ ; ....,..u.,u...,....,....,
m/z--> 50 150 200 250 300 350
Abundance
43.0 ,73.0
L
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05  76.42%
199.0 2420
158.0
A
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt B o
73.0 11.60 11.80 12.00 12.20
m/z 55.05 64.92%
43.0 155.0
5000
115.
o t” uh u\ 217.0 2790 330.0  387.0
- T T-T1T 7T T T T T T T T T IIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100065.D

Aca On > 2 Nov 2017 00:34

Operator : SJ/JU

Sample : 16216-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.03 3.49 ng 86589 Chrysene-di12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87

Abundance Scan 2030 (14.027 min): BF100065.D (-2027) (-) m/z 57.10 100.00%

5000

229.1 13.80 14.00 14.20 14.40
m/z 83.10 93.24%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecyl ester

83.0

5000 LA L L L L L LB
13.80 14.00 14.20 14.40
m/z 97.05 88.46%
0 139.0 1820 2100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
e
13.80 14.00 14.20 14.40
5000 83.0 m/z 69.05 78.61%
111.0

140.0 168.0 196.0 224.0  266.0 294.0 322.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #191698: Bromoacetic acid, hexadecy! ester  Rm e R
43.0 13.80 14.00 14.20 14.40

m/z 55.00 76.97%

5000

53.0 196.0 222.0 269.0

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100065.D

Aca On > 2 Nov 2017 00:34

Operator : SJ/JU

Sample : 16216-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknownl5.06 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.06 2.33 ng 57913 Chrysene-di12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 43
2 Carbonic acid. 2-chloroethvl 2-e... 236 C11H21CIO3 1000357-88-2 38
3 2-Propenoic acid. 2-methvl-. oct... 198 C12H2202 002157-01-9 37
4 3-Chloropropionic acid. 2-ethvlh... 220 C11H21Cl02 091369-31-2 32
5 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 32

Abundance Scan 2206 (15.062 min): BF100065.D (-2202) (-) m/z 70.05 100.00%
70.0
149.0 261.2
5000
410 14130 15,00 15,20 1540
0 m/z 149.00 59.57%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0
5000 L SIS BRI SULRL BAUS
mmﬁmﬁmﬁm
41.0 m/z 261.20 56.65%
0 WJ“\ MM ‘\‘\ . 179.0 232.0 L 304.0333.0361.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
70.0
R AR U B IR
14.80 15.00 15.20 15.40
5000 m/z 112.10 38.97%
41.0 112.0
0 140.0 179.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #59597: 2-Propenoic acid, 2-methyl-, octyl ester
79.0 14.80 15.00 15.20 15.40
m/z 167.00 35.41%
41.0
5000 112.0
OIIIII““LLIJAJ'IO]'IG?(I)IIIIII T
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110117\
Data File : BF100065.D

Acq On : 2 Nov 2017 00:34

Operator : SJ/JU

Sample - 16216-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 11.8 ng 279680 1 6.77 475421 20.0
unknown6 .56 6.56 72.5 ng 1723450 1 6.77 475421 20.0
n-Hexadecanoic acid 11.84 2.3 ng 74089 4 11.32 642813 20.0
Trichloroacetic a... 14.03 3.5 ng 86589 5 14.24 496115 20.0
unknown15.06 15.06 2.3 ng 57913 5 14.24 496115 20.0
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