LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105090.D

Aca On : 3 May 2018 23:13

Operator : JU/SJ

Sample : J2682-01

Misc :

ALS Vial : 19 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-BF040618.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 4.998 492 495 505 rBV 62151 109476 4.17% 0.518%
2 5.410 561 565 593 rBY 1653461 2285649 87.04% 10.812%
3 6.434 735 739 756 rBY 1650386 2310033 87.97% 10.928%
4 6.557 756 760 776 rVB 2359859 2414192 91.94% 11.420%
5 6.781 794 798 816 rVB 613179 633002 24.11% 2.994%
6 6.934 820 824 841 rBVY 2024951 1944890 74.06% 9.200%
7 7.351 891 895 911 rBVY 1364373 1435654 54.67% 6.791%
8 8.063 1012 1016 1032 rBV 798064 830419 31.62% 3.928%
9 9.139 1195 1199 1209 rBV 2814249 2625955 100.00% 12.422%
10 9.539 1260 1267 1273 rBV 217376 236356 9.00% 1.118%
11 9.739 1298 1301 1305 rBV 56402 43297 1.65% 0.205%
12 9.822 1311 1315 1323 rBV 853495 825067 31.42% 3.903%
13 10.239 1383 1386 1389 rVB 76411 54079 2.06% 0.256%
14 10.616 1446 1450 1459 rBV 1284071 1258959 47.94% 5.956%
15 10.710 1464 1466 1472 rVV 58816 62626 2.38% 0.296%
16 11.163 1539 1543 1545 rBvV 31683 26829 1.02% 0.127%

17 11.310 1564 1568 1581 rBV 686277 677191 25.79% 3.203%
18 11.833 1653 1657 1668 rBV 238006 255567 9.73% 1.209%

19 12.527 1771 1775 1780 rBV 46063 63134 2.40% 0.299%
20 12.615 1787 1790 1802 rBV2 68065 99004 3.77% 0.468%
21 12.763 1812 1815 1817 rVB 37773 29421 1.12% 0.139%
22 12.898 1834 1838 1842 rBV 1897368 1764190 67.18% 8.346%
23 13.810 1989 1993 1999 rBvV 77094 96969 3.69% 0.459%
24 13.992 2020 2024 2034 rBV 539126 591118 22.51% 2.796%
25 14.080 2037 2039 2042 rBVZ2 44066 40250 1.53% 0.190%

26 15.533 2281 2286 2295 rBV 300981 426064 16.23% 2.015%

Sum of corrected areas: 21139391
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050318\

BF105090.D

3 May 2018 23:13

JussJ

J2682-01

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF040618.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 : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105090.D

Aca On : 3 May 2018 23:13

Operator : JU/SJ

Sample : J2682-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4

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

5.00 3.46 ng 109476 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-0ctanol 130 C8H180 000589-98-0 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 495 (4.998 min): BF105090.D (-492) (-) m/z 43.00 100.00%
a3
59
5000
101 e
| 83 4.60 4.80 500 5.20 5.40
O e e e e e e e e m/z 59.00 64.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRS SRR
59 460 4.80 500 5.20 5.40
m/z 101.00 24 .94%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 41 83 m/z 58.00 15.83%
31
101
o 51 69 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e RRREE e
59 4.60 4.80 500 5.20 5.40
m/z 41.00 8.30%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 150 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105090.D

Aca On : 3 May 2018 23:13

Operator : JU/SJ

Sample : J2682-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 76.28 ng 2414190 1,4-Dichlorobenzene-d4 6.78

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 761 (6.563 min): BF105090.D (-756) (-) m/z 132.00 100.00%
132
5000
68
|\ s J cho o cho oh
40
7 5
Ob il 7 87 L3505l “m/z 134.00  33.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 L LI L L L L L L L B B
97 6.20 6.40 6.60 6.80
‘ 117 m/z 68.05 33.06%
79 ‘
0....‘,‘..“.‘. e L
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 104 6.20 6.40 6.60 6.80
5000 m/z 66.00 21.21%
31 5l 8
O T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 13.79%
116
5000 98
SIS NI 2NN T A S L
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105090.D

Aca On : 3 May 2018 23:13

Operator : JU/SJ

Sample : J2682-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.83 7.55 ng 255567 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25
Abundance Scan 1656 (11.827 min): BF105090.D (-1653) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 115 171 213
143157 11185199%1% 07 256 11.60 11.80 12.00 12.20
(o} m/z 60.00 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B SULRLL IS B
11. 60 11. 80 12. 00 12 20
m/z 43.05 85.52%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11!60 11fso 12)00 12!20
5000 29 m/z 41.05 70.50%
129
87 115 171 214
o 101 143157 | 1854
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R Sa e e et
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 65.51%
5000 129
29
199
L4u 143157171185 242
015 T T T [T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105090.D

Aca On : 3 May 2018 23:13

Operator : JU/SJ

Sample : J2682-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.92 ng 99004 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
Abundance Scan 1791 (12.621 min): BF105090.D (-1787) (-) m/z 72.95 100.00%
43 57 7B
129
5000
185 241
143157171 12.40 12.60 12.80 13.00
0 m/z 60.00 91.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129
12.40 12.60 12.80 13.00
m/z 57.05 90.68%
143157171
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
4357 R BN BN SR I
12.40 12.60 12.80 13.00
5000 129 m/z 43.05 80.32%
29 87 185
115 143 __171 228
oL15 101 157 199,55
WWWFWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid RS EmmEs o L
43 0 12.40 12.60 12.80 13.00
m/z 55.00 76.76%
5000
143157171185199213
0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12h0 1260 12%0 1350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105090.D

Aca On : 3 May 2018 23:13

Operator : JU/SJ

Sample : J2682-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Bromoacetic acid, octadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.28 ng 96969 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 87
3 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 81
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 74
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 74
Abundance Scan 1993 (13.810 min): BF105090.D (-1989) (-) m/z 57.00 100.00%
57 83

5000

13.40 13.60 13.80 14.00 14.20
m/z 43.10 94.69%

o]

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207396: Bromoacetic acid, octadecy! ester
43
69
97
5000 TT T T [T T I T [T T T T [ TTTT[TT

13.40 13.60 13.80 14.00 14.20
m/z 83.05 86.83%

153 250
0 ‘“ H‘\ ﬂ H\‘\ 1‘\\ 181 224 L 297
T L e B L

|
m/z--> 50 15 200 250 300 350 400 450
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIII
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.05 83.94%
123

ol b b L e

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosy pentafluoropropionate A EEE TS
57 13.40 13.60 13.80 14.00 14.20

m/z 69.00 83.67%
97
5000
125
29
oL L. ‘ {l‘L (153 181 210 238264 294 322 367 468

A B R B
m/z--> 50 100 150 200 250 300 350 400 450 13. 40 13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050318\
Data File : BF105090.D

Acq On : 3 May 2018 23:13

Operator : JU/SJ

Sample - J2682-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 3.5 ng 109476 1 6.78 633002 20.0
unknown6 .56 6.56 76.3 ng 2414190 1 6.78 633002 20.0
n-Hexadecanoic acid 11.83 7.5 ng 255567 4 11.31 677191 20.0
Octadecanoic acid 12.62 2.9 ng 99004 4 11.31 677191 20.0
Bromoacetic acid,... 13.81 3.3 ng 96969 5 13.99 591118 20.0

8270-BF040618.M Fri May 04 12:05:30 2018 Page: 8



