LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101273.D

Aca On : 9 Dec 2017 9:45

Operator : SJ/JU

Sample : 16744-02

Misc :

ALS Vial : 38 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-BF113017.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

5.051 501 504 518 rBB 38961 50686 5.14% 0.569%
5.451 568 572 580 rBV 975458 897353 91.00% 10.074%
rBv2 966434 986123 100.00% 11.070%
6.598 763 767 771 rBV 1015798 956198 96.97% 10.734%
6.828 803 806 810 rBvV 323649 254000 25.76% 2.851%
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6.986 829 833 836 rBvV 855319 748928 75.95% 8.408%
7.392 898 902 905 rBV 567992 492440 49.94% 5.528%
rvB 385202 306880 31.12% 3.445%
9.186 1203 1207 1210 rBV 1237770 965737 97.93% 10.842%
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1 9.257 1216 1219 1222 rBV 16566 12808 1.30% 0.144%
11 9.580 1268 1274 1280 rBV 83559 77788 7.89% 0.873%
12 9.786 1305 1309 1312 rVB 35531 26001 2.64% 0.292%
13 9.869 1319 1323 1326 rBvV 350246 291200 29.53% 3.269%
14 10.286 1392 1394 1397 rVB 35664 25418 2.58% 0.285%
15 10.504 1427 1431 1434 rBvV4 9157 12926 1.31% 0.145%
16 10.663 1454 1458 1461 rBV 493701 448738 45.51% 5.038%
17 10.763 1472 1475 1479 rBV 25029 29891 3.03% 0.336%
18 11.210 1548 1551 1553 rBV 14860 12859 1.30% 0.144%
19 11.357 1573 1576 1579 rBV 322945 277100 28.10% 3.111%
20 11.380 1579 1580 1585 rVVv 71493 46832 4._75% 0.526%
21 11.433 1586 1589 1594 rVB 15969 16884 1.71% 0.190%
22 11.633 1620 1623 1628 rVB3 14669 16483 1.67% 0.185%
23 11.874 1659 1664 1665 rBV2 14042 22816 2.31% 0.256%
24 11.974 1677 1681 1683 rBV3 17820 21722 2.20% 0.244%
25 12.110 1699 1704 1707 rBV7 6133 12443 1.26% 0.140%
26 12.192 1714 1718 1721 rBV6 12353 14055 1.43% 0.158%
27 12.574 1780 1783 1786 rBV 138352 115574 11.72% 1.297%
28 12.716 1804 1807 1811 rBvV4 8621 15783 1.60% 0.177%
29 12.751 1811 1813 1817 rVV3 19002 17848 1.81% 0.200%

30 12.804 1817 1822 1829 rVV 138162 144745 14.68% 1.625%

31 12.945 1838 1846 1849 rBV 943555 784652 79.57% 8.809%

32 13.139 1872 1879 1881 rBV3 18745 32290 3.27% 0.362%
33 13.239 1893 1896 1899 rBV2 13621 14596 1.48% 0.164%
34 13.827 1994 1996 2000 rVB3 44112 43360 4._.40% 0.487%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101273.D

Aca On : 9 Dec 2017 9:45

Operator : SJ/JU

Sample : 16744-02

Misc :

ALS Vial : 38 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.968 2017 2020 2023 rBV 186756 157492 15.97% 1.768%
36 14.010 2023 2027 2029 rVVv2 281312 300314 30.45% 3.371%
37 14.033 2029 2031 2036 rVB 61845 55579 5.64% 0.624%

38 15.421 2264 2267 2271 rVB 32967 39379 3.99% 0.442%
39 15.480 2274 2277 2282 rVB 132214 161825 16.41% 1.817%

Sum of corrected areas: 8907746
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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\BF120817\

BF101273.D

9 Dec 2017 9:45

SJ/Ju

16744-02

38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101273.D

Aca On : 9 Dec 2017 9:45

Operator : SJ/JU

Sample : 16744-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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.

5.05 3.99 ng 50686 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 504 (5.051 min): BF101273.D (-501) (-) m/z 43.10 100.00%
43
59
5000
101 LR I UL L U
| 83 | 480 5.00 520 5.40
-ttt m/z 59.10 55.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN R UL UL I
59 480 500 520 5.40
m/z 101.00 19.22%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 5.40
5000 m/z 58.00 14 .39%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L L LB L B
43 480 5.00 520 5.40
m/z 41.00 8.40%
5000
58
5 27 37, 72 100
G S S UL U I I I SIS UL S B I UL A R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101273.D

Aca On : 9 Dec 2017 9:45

Operator : SJ/JU

Sample : 16744-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.60 Concentration Rank 1

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

6.60 75.29 ng 956198 1,4-Dichlorobenzene-d4 6.83
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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 767 (6.598 min): BF101273.D (-763) (-) m/z 132.00 100.00%
132
5000 68
96 USRS SR SRR
40 5y 28 06 6.20 6.40 6.60 6.80 7.00
01 L m/z 68.10 39.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR I L UL I
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.57%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.02%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl RS e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.19%
5000 98 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SR | W A E—
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101273.D

Aca On : 9 Dec 2017 9:45

Operator : SJ/JU

Sample : 16744-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Dodecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.16 ng 29891 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
2 Heptadecane 240 C17H36 000629-78-7 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 59
Abundance Scan 1475 (10.763 min): BF101273.D (-1472) (-) m/z 57.10 100.00%
43
1 g
5000
9 123 149 10.40 10.60 10.80 11.00
O m/z 43.10 72.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48844: Dodecane, 2-methyl-
43 57
5000 71 DA A SRR B
g5 10,40 10.60 10.80 11.00
29 m/z 71.10 61.10%
B O O O EE B 2 LT g
m/z--> 20 40 éo éo 100 120 150 160 180 200 220 240
Abundance
57
43 71
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 54 _.95%
29 7P 113
oL 15 mmmmmmm m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57 10.40 10.60 10.80 11.00
43 m/z 41.05 29.84%
71
5000 85
29
ol 15 “ UL %9 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101273.D

Aca On : 9 Dec 2017 9:45

Operator : SJ/JU

Sample : 16744-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Pyrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.14 2.15 ng 32290 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 74
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 74
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 68
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 64
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 1879 (13.139 min): BF101273.D (-1872) (-) m/z 216.10 100.00%
216
5000
82 189
855 % 111 133 15 167 233 12.80 13.00 13.20 13.40
o} m/z 215.10 88.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216
5000
12.80 13.00 13.20 13.40
95 m/z 217.10 22 .87%
108 189
L1427 50 63 8 | /" 122134 150163175 | 201 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 82.10 18.57%
g4 107 189
0 SN TN R S I -2 .4 22 LR T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216 12.80 13.00 13.20 13.40
m/z 188.90 17.50%
5000
o5 108
o 5163 8L | | 122135 150163 17689202 ‘
m/z--> 20 40 eb éo 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101273.D

Aca On : 9 Dec 2017 9:45

Operator : SJ/JU

Sample : 16744-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Chloroacetic acid, pentadec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.89 ng 43360 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroacetic acid. pentadecvl ester 304 C17H33CI102 070301-47-2 62
2 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 53
3 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 49
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 49
5 1-Docosene 308 C22H44 001599-67-3 49
Abundance Scan 1996 (13.827 min): BF101273.D (-1994) (-) 43.10 100.00%
43
83
5000
111 229 LA L L L L L L L LB
138195171187004 261 1360 1380 14.00 14.20
m/z 57.10 89.85%

Olrrrprrrrie

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #147937: Chloroacetic acid, pentadecy! ester
83
55

5000 AR IR IR S
13 60 13. 80 14. 00 14 20
m/z 55.10 80.63%
3
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 LN SRR SUNALS BV U
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 75.31%
119
o 2f 137724 182 505 227 328
AU RSB AR SRR SR LA SRS SRS LARAN SARAN BN B RN SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164022: Dichloroacetic acid, tetradecyl ester R mEEEE RS S
43 13.60 13.80 14.00 14.20

83 m/z 69.10 56.46%

5000

2

Olrrrrkri b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

139 168 196
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120817\
Data File : BF101273.D

Acq On : 9 Dec 2017 9:45

Operator : SJ/JU

Sample - 16744-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.05 4.0 ng 50686 1 6.83 254000 20.0
unknown6 .60 6.60 75.3 ng 956198 1 6.83 254000 20.0
Dodecane, 2-methyl- 10.76 2.2 ng 29891 4 11.36 277100 20.0
Pyrene, l-methyl- 13.14 2.1 ng 32290 5 14.01 300314 20.0
Chloroacetic acid... 13.83 2.9 ng 43360 5 14.01 300314 20.0
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