LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO030718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 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 M\METHODS\8270-BM020718.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 4.687 287 289 296 rVB2 32992 47349 1.50% 0.170%
2 5.140 360 366 380 rBVY 1545236 2391306 75.73% 8.610%
3 6.716 627 634 651 rBY 1326102 2395373 75.86% 8.625%
4 7.045 682 690 702 rBY 1688679 2640566 83.62% 9.508%
5 7.504 762 768 775 rBV 448503 703630 22.28% 2.534%
6 7.816 814 821 835 rBVY 1325493 2113850 66.94% 7.611%
7 8.669 958 966 981 rBV 829578 1650543 52.27% 5.943%
8 10.280 1231 1240 1253 rBV2 415012 865177 27 .40% 3.115%
9 12.492 1610 1616 1624 rBV2 50189 88405 2.80% 0.318%
10 12.774 1655 1664 1683 rBY 1852602 3157783 100.00% 11.370%
11 13.692 1815 1820 1826 rVB6 15406 32540 1.03% 0.117%
12 14.168 1892 1901 1914 rBV3 587191 986123 31.23% 3.551%
13 14.780 1993 2005 2007 rBvV6 25191 76963 2.44% 0.277%
14 14.968 2032 2037 2042 rBVv4 20219 32071 1.02% 0.115%
15 15.021 2042 2046 2052 rVB5 31140 58473 1.85% 0.211%

16 15.680 2152 2158 2174 rBV 1260344 2218104 70.24% 7.987%
17 16.939 2366 2372 2381 rBvV2 590047 995266 31.52% 3.584%
18 17.221 2415 2420 2424 rBV 51106 65130 2.06% 0.235%
19 17.603 2481 2485 2491 rVB2 127388 155662 4._.93% 0.560%
20 17.839 2519 2525 2533 rBV2 290134 505405 16.01% 1.820%

21 17.903 2533 2536 2548 rVB 193266 268531 8.50% 0.967%
22 18.756 2676 2681 2684 rBV2 266771 337557 10.69% 1.215%
23 18.792 2684 2687 2691 rVB 281189 342303 10.84% 1.233%
24 18.927 2705 2710 2713 rBv4 72386 100545 3.18% 0.362%
25 19.133 2740 2745 2753 rBV2 248051 436543 13.82% 1.572%

26 19.350 2779 2782 2785 rBvV4 39382 42710 1.35% 0.154%
27 19.580 2813 2821 2827 rBV 2498563 2993259 94.79% 10.778%
28 19.886 2870 2873 2876 rVB5 40953 44672 1.41% 0.161%
29 20.386 2956 2958 2962 rVB5 47505 49748 1.58% 0.179%

30 20.850 3034 3037 3043 rBV5 117207 160336 5.08% 0.577%

31 21.150 3084 3088 3100 rVB 698408 977124 30.94% 3.518%
32 23.333 3453 3459 3465 rBvV 437516 839173 26.57% 3.022%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO030718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 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 M\METHODS\8270-BM020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 27772220
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014503.D
2500000

2000000
7.05
5.14

1500000 6.72 782

1000000 8.67

500000 7.50 10.28
4,89 L LJL /t L jt

) e e e I

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014503.D
2500000 19,58

2000000 12.77

1500000
15.68

1000000

14.17 16.94
500000

19.89 20.39

12.49 13.69 1478902

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014503.D
2500000

2000000

1500000

21.15
1000000 2333

500000
20.85

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.05 Concentration Rank 1

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

7.05 75.06 ng 2640570 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 691 (7.051 min): BM014503.D (-682) (-) m/z 132.00 100.00%
132
5000 68 /k‘
40 96 L I UL L I
54 6.80 7.00 7.20 7.40
ol 82 Ll i 207 281 m/z 68.10 43.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000
69 6.80 7.00 7.20 7.40
39 5 m/z 66.10 37.74%
89103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.80 7.00 7.20 7.40
5000 97 m/z 134.00 32.07%
70
31
o 51 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R E A BEa
56 132 6.80 7.00 7.20 7.40
m/z 69.10 22.22%
5000
O.E%meMnﬂL.ﬁ?{“.”..W.”w.”.”..”” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3 Methyl tetradecanoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.60 3.13 ng 155662 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
2 9-Octadecenoic acid. 12-(Cacetvlo... 354 C21H3804 000140-03-4 90
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 83
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 80
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 74
Abundance Scan 2484 (17.598 min): BM014503.D (-2481) (-) m/z 74.10 100.00%
- ﬁWVL
17.20 17.40 17.60 17.80 18.00
0 m/z 87.00 93.60%
m/z--> 50 100 150 200 250 300 350
Abundance #83692: Methyl tetradecanoate
74
5000
43 17.20 17.40 17.60 17.80 18.00
m/z 41.10 51.40%
143
0 — \w‘l \IL I‘\MI ‘I\‘ L \Ilw?ll ]:2? I‘ |1|71| Ilg\lglw . |2|4‘.2| ——T ———
m/z--> 50 100 150 200 250 300 350
Abundance
74
17.20 17.40 17.60 17.80 18.00
5000 m/z 43.10 44 _99%
55
143
o 29 101193 | 163185 227549270 316 357
m/z--> 50 100 150 200 250 300 350
Abundance #100724: Pentadecanoic acid, 14-methyl-, methyl ester T e T
74 17.20 17.40 17.60 17.80 18.00
m/z 55.10 34 .14%
5000 43 270
143 297
97 185
oy ‘“\LhmlmJ%;?‘kl‘llﬁ% .‘.%09 .k N o) byon) i
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.84 10.16 ng 505405 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2525 (17.839 min): BM014503.D (-2519) (-) m/z 40.95 100.00%
4 55 73
5000
7 TT T T [T T T T[T T T T[T T T T[T TTT
0111% | 143157110 00 | o7 26 17.60 17.80 18.00 18.20
0 m/z 73.00 93.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid

SN
w
@]
~
3]

5000 129 e
17.60 17.80 18.00 18.20

214 m/z 60.00 84 .55%

143157
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 17.60 17.80 18.00 18.20
5000 29 m/z 43.05 84 .50%

15 1431571711851 99713507

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid R S e e
73 17.60 17.80 18.00 18.20
43 m/z 55.10 84.21%
o Ll
m/z--> 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.76 6.78 ng 337557 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 97
2 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 91
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 91
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 89
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 81

Abundance Scan 2682 (18.762 min): BM014503.D (-2676) (-) m/z 67.05 100.00%

5000

o

18.40 18.60 18.80 19.00
0f m/z 81.05 91.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114394: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41

5000 R NS R
18.40 18.60 18.80 19.00

m/z 41.10 88 .66%

o 1901641781 99906220034 25°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67

a1 L L e

150164 189 505 223

81 18.40 18.60 18.80 19.00
5000 95 m/z 55.05 76.32%
109 294
124 150 263
0l.26 164178192206220234 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114388: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T T T

18.40 18.60 18.80 19.00
m/z 95.00 66.79%

109
150164 294
178192006220234 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 40 18 60 18. 80 19. 00

41

5000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6-Octadecenoic acid, methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.79 6.88ng 342303  Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 80
-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 72
-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 64
-Octadecenoic acid. methvl ester 296 C19H3602 056554-45-1 58
4-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 53

abrwNPE
P O0I~NOO

Abundance Scan 2687 (18.792 min): BM014503.D (-2684) (-) m/z 55.10 100.00%

74
5000
18.40 1860 18.80 19.00 19.20
ol m/z 74.00  60.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115433: 6-Octadecenoic acid, methyl ester

41 74
5000:
18.40 18.60 18.80 19.00 19.20
2 m/z 43.10 60.06%
L 1L
INERARAR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

o

55

74 o SRR
18.40 18.60 18.80 19.00 19.20

5000 o7 m/z 41.10 59.23%

111 236
152 194
L 187252 494 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #99348: 7-Hexadecenoic acid, methy! ester, (2)- L e A e
18.40 18.60 18.80 19.00 19.20

m/z 69.10 58.22%

74
5000

110
124 152

166180194 218 236 268
G ammr kM A N
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1840 1860 18.80 19.00 19.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.93 2.02 ng 100545 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 93
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
3 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 72
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 72
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72

Abundance Scan 2711 (18.933 min): BM014503.D (-2705) (-) m/z 74.05 100.00%

5000
143
255
171 199 51 283 355 18.60 18.80 19.00 19.20
0 m/z 87.05 64 .98%
m/z--> 50 100 150 200 250 300 350
Abundance #116664: Octadecanoic acid, methyl ester
74
5000 43
18.60 18.80 19.00 19.20
0
or 143 199 255 208 m/z 41.00 44 _01%
oL 28 L Tus | e
m/z--> 50 100 150 200 250 300 350
Abundance
74
R m A
18.60 18.80 19.00 19.20
5000 m/z 43.10 37.53%
28
55 143 s 298
o 101 125 171 199 297
——— T T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #116687: Heptadecanoic acid, 15-methyl-, methy! ester e R R
74 18.60 18.80 19.00 19.20
m/z 143.20 33.21%
5000 5 298
T o7 143
29 } ‘ 199 255
Ll | o P |
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.13 8.94 ng 436543 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 60

Abundance Scan 2745 (19.133 min): BM014503.D (-2740) (-) m/z 43.10 100.00%

0

5000

18.80 19.00 19.20 19.40

0! m/z 41.05 94 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Octadecanoic acid
43 73
57
5000 LA L L L L L L L
29 18.80 19.00 19.20 19.40
m/z 60.00 92.11%
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57
18.80 19.00 19.20 19.40
5000 129 m/z 55.10 91.87%
29 87 185
101 143157 199 228
0 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid R B e
60 18.80 19.00 19.20 19.40
m/z 73.00 91.15%
41
5000
143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014503.D

Aca On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample : J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9 Heptafluorobutanoic acid, h... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.85 3.28 ng 160336 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 81
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 62
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 60
4 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 53
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 49
Abundance Scan 3037 (20.850 min): BM014503.D (-3034) (-) m/z 57.10 100.00%

57

83

5000
111

209
20.60 20.80 21.00 21.20

163 234 265 296 328

o} m/z 43.10 90.88%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
5000 LA B L L L L LB
111 20. 60 20 80 21. OO 21. 20
- m/z 41.10 82.36%
APl NS s il N
m/z--> 0 50 200 250 300 350 400 450
Abundance
55 83
R o B e
20.60 20.80 21.00 21.20
5000 111 m/z 69.10 74.56%
266
139 168 210238
O e T o o T B o o B NI i L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)- RS mEEE L
57 20.60 20.80 21.00 21.20

m/z 55.10 70 .84%

5000
29

m/z--> 0 50 100 150 200 250 300 350 400 450 20. 60 20 80 21. OO 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30718\
Data File : BM014503.D

Acq On : 06 Mar 2018 18:11

Operator : SJ/JU

Sample - J1699-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .05 7.05 75.1 ng 2640570 1 7.50 703630 20.0
Methyl tetradecan... 17.60 3.1 ng 155662 4 16.94 995266 20.0
Tridecanoic acid 17.84 10.2 ng 505405 4 16.94 995266 20.0
9,12-Octadecadien... 18.76 6.8 ng 337557 4 16.94 995266 20.0
6-Octadecenoic ac... 18.79 6.9 ng 342303 4 16.94 995266 20.0
Octadecanoic acid... 18.93 2.0 ng 100545 4 16.94 995266 20.0
Octadecanoic acid 19.13 8.9 ng 436543 5 21.15 977124 20.0
Heptafluorobutano... 20.85 3.3 ng 160336 5 21.15 977124 20.0
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