LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106305.D

Aca On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample : J3248-01

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.207 479 488 496 rBV 356921 463301 9.91% 1.068%
2 5.590 548 553 557 rBVY 4065350 4604193 98.52% 10.613%
3 6.589 717 723 726 rBVY 4194586 4673531 100.00% 10.773%
4 6.737 743 748 752 rBVY 4290466 4594143 98.30% 10.590%
5 6.972 784 788 791 rVB 1696702 1453030 31.09% 3.349%
6 7.125 810 814 818 rVB 3738292 3519895 75.32% 8.113%
7 7.531 878 883 886 rBY 3092719 3046800 65.19% 7.023%
8 8.254 1002 1006 1009 rBvV 2028687 1785974 38.21% 4.117%
9 9.325 1182 1188 1192 rBV 4672936 4397034 94.08% 10.135%
10 9.713 1251 1254 1257 rBV 691844 583111 12.48% 1.344%
11 9.925 1284 1290 1293 rVB 87060 75561 1.62% 0.174%

12 10.013 1301 1305 1308 rBV 2074764 1871458 40.04% 4._.314%
13 10.425 1373 1375 1378 rVB 158620 131944 2.82% 0.304%
14 10.648 1408 1413 1415 rBV 50570 60435 1.29% 0.139%
15 10.801 1434 1439 1442 rBV 2918789 2741875 58.67% 6.320%

16 10.901 1453 1456 1466 rVB 168794 168275 3.60% 0.388%
17 11.348 1529 1532 1535 rBV 87762 71747 1.54% 0.165%
18 11.501 1554 1558 1561 rBV 1934450 1631845 34.92% 3.761%
19 12.007 1638 1644 1650 rBv2 223172 259030 5.54% 0.597%

20 12.713 1760 1764 1768 rBV 100235 89863 1.92% 0.207%
21 12.795 1775 1778 1783 rBV3 52682 60352 1.29% 0.139%
22 12.942 1798 1803 1806 rBV 89062 87068 1.86% 0.201%

23 13.083 1823 1827 1830 rBV 3915082 3449664 73.81% 7.952%
24 13.965 1974 1977 1985 rBV2 257986 261523 5.60% 0.603%
25 14.142 2003 2007 2011 rBV 1550367 1552751 33.22% 3.579%

26 14.295 2030 2033 2036 rBv4 37880 51018 1.09% 0.118%
27 14.618 2084 2088 2093 rVB 230536 260752 5.58% 0.601%

28 15.677 2263 2268 2275 rBV2 1012009 1352275 28.93% 3.117%
29 16.159 2347 2350 2355 rBV 58225 85327 1.83% 0.197%

Sum of corrected areas: 43383775
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106305.D

Aca On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample : J3248-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106305.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106305.D

Aca On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample : J3248-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.

5.21 6.38 ng 463301 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 488 (5.207 min): BF106305.D (-479) (-) m/z 42.95 100.00%
a3
59
5000
101 SRS DL RS B
4.80 5.00 520 5.40 5.60
83
b Bt 39 8 | /7 59.00  53.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS DS LR S
59 4.80 5.00 520 5.40 5.60
m/z 58.00 17.11%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 560
5000 m/z 101.00 15.95%
43 101
SR A AR A1 W S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester e Eaamy
43 4.80 5.00 520 5.40 5.60
m/z 41.00 8.45%
5000 57
29
101
0 [, 37| 50 ‘ 78 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106305.D

Aca On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample : J3248-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 63.24 ng 4594140 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF106305.D (-743) (-) m/z 132.00 100.00%
5000 68
40 % 640 6.60 680 7.00
54 : : : :
o [ | Aeus m/z 68.10  40.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR SR S AR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 35.71%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 26.18%
33 am . 105
o 60 80 115
LN S SN I UURLELEL UL UL UURL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R AR E
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.56%
5000 og 0
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? S | B | S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106305.D

Aca On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample : J3248-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.06 ng 168275 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
3 Octadecane 254 C18H38 000593-45-3 72
4 Nonadecane 268 C19H40 000629-92-5 64
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 1456 (10.901 min): BF106305.D (-1453) (-) m/z 57.00 100.00%

57

43 71

5000

-
.

10.60 10.80 11.00 11.20
m/z 0 69.86%

99
o 113127 141154 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane

43 %7

I
w
o

-

5000 n e
10.60 10.80 11.00 11.20

85 m/z 71.05 63.99%

29
0 L “ 99 113127141155 169183197 226
N e S A
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
s A
43 71 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 39.45%
29 113
99
Ol T [ T T T e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane e
57 10.60 10.80 11.00 11.20
43 - m/z 41.00 30.76%
5000 85
22 %9 113 W
o Ly | 777127141155 169 183 197 211 225 239 254
T T T T T T T T e T T e e e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106305.D

Aca On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample : J3248-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 6

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

12.01 3.17 ng 259030 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86

5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 18

Abundance Scan 1645 (12.013 min): BF106305.D (-1638) (-) m/z 73.00 100.00%
43 60 7B
5000 o 129
8 8 213 IIIIIIIIIIIIIIIIIAIII
us | 1571711 5199 227 256 11.60 11.80 12.00 12.20 12.40
0! m/z 43.05 89.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129 TTTT TTT T o7 TT T T
11/60 11.80 12.00 12.20 12.40
0
H 417 171185 713 056 m/z 60.00 86.43%
ool LT T 109 g
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6078
11.60 11.80 12.00 12.20 12.40
5000 m/z 57.10 79.84%
29
129
85 115 171 214
o 98 143157 | 185197
e L AR AR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid e
4B 60 7 11.60 11.80 12.00 12.20 12.40
m/z 55.00 74 .42%
29
5000
129 242
8 115 ‘ 143 1851
A N TR0 P R R PN NPOY S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11/60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106305.D

Aca On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample : J3248-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.37 ng 261523 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1978 (13.971 min): BF106305.D (-1974) (-) m/z 57.00 100.00%
g7 83
5000 '\AAL\A/\
NSRRI UL B
154 181 234 13.60 13.80 14.00 14.20
o 35 199 257 283304 /7  43.00 05 730
m/z--> 50 100 150 200 250 300 350
Abundance #194133 Dichloroacetic acid, heptadecyl ester
57
5000 R PR UL BRI S B
13.60 13.80 14.00 14.20
29 m/z 83.05 87 .94%
oLl \\ l ‘\ i 1139 168101210 238 266 295
m/z--> 50 150 200 250 300 350
Abundance
57 83
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 86.45%
. 139 167 106 220 266 294 320340
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol  REaEa e
83 13.60 13.80 14.00 14.20
m/z 97.05 74 .25%
B | \,MLM
29
o4l H \ i ‘L | 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106305.D

Aca On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample : J3248-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.62 3.36 ng 260752 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2088 (14.618 min): BF106305.D (-2084) (-) m/z 57.10 100.00%
5000
IR ISR AL B B
181 254 397 14.40 14.60 14.80 15.00
ol 214 276 302324 354 /7 B5.00 84790
m/z--> 50 100 150 2000 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LB B B BRI B
111 mmmmmmmm
29 m/z 43.00 84.72%
oL I\‘I | IM “ ‘ ‘\ \‘\ \‘\ h ‘: | — |2]|-0| ?3\I8| : |2|8?| e |4|34
m/z--> 50 200 250 300 350 400
Abundance
43
69 IR ISR AL S B
97 14.40 14.60 14.80 15.00
5000 m/z 83.05 82 .66%
125
o 153 196 224
m/z--> §0 160 1éo 260 250 360 3%0 460
Abundance #186968: n-Tetracosanol-1 R R e
57 8 14.40 14.60 14.80 15.00
m/z 69.10 72.87%
- 1 /\J’M\AA
29 139
ol Ll J ‘l | 167 195 222 250 280 308 336
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 350 4(')0 14'40 14 60 14. 80 15. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061118\
Data File : BF106305.D

Acq On : 11 Jun 2018 20:02

Operator : JU/SJ

Sample - J3248-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.21 6.4 ng 463301 1 6.97 1453030 20.0
unknown6 .74 6.74 63.2 ng 4594140 1 6.97 1453030 20.0
Hexadecane 10.90 2.1 ng 168275 4 11.50 1631850 20.0
n-Hexadecanoic acid 12.01 3.2 ng 259030 4 11.50 1631850 20.0
Dichloroacetic ac... 13.97 3.4 ng 261523 5 14.15 1552750 20.0
Heptadecyl heptaf... 14.62 3.4 ng 260752 5 14.15 1552750 20.0
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