LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.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 5.644 394 401 413 rVB 435328 731431 18.71% 3.350%
2 7.242 666 673 686 rBV2 301267 630458 16.12% 2.888%
3 7.624 731 738 748 rBV 802169 1478179 37.80% 6.771%
4 8.106 812 820 835 rBV2 198658 407047 10.41% 1.865%
5 8.423 866 874 885 rBV 721087 1317766 33.70% 6.036%
6 9.281 1011 1020 1028 rBV 655249 1227155 31.38% 5.621%
7 10.673 1249 1257 1266 rBV2 27506 57918 1.48% 0.265%
8 10.926 1289 1300 1311 rBV 301260 578597 14.80% 2.650%
9 11.584 1406 1412 1417 rBV2 23855 39618 1.01% 0.181%
10 12.706 1597 1603 1609 rBvV2 30216 53970 1.38% 0.247%
11 13.082 1661 1667 1678 rVB3 32438 70345 1.80% 0.322%
12 13.359 1703 1714 1721 rBV 1789846 2956096 75.60% 13.541%
13 14.181 1848 1854 1858 rBvV 34824 56603 1.45% 0.259%
14 14.240 1859 1864 1866 rVvv5 22394 41518 1.06% 0.190%
15 14.263 1866 1868 1880 rVB5 30115 56752 1.45% 0.260%
16 14.481 1894 1905 1911 rBvV2 24183 55209 1.41% 0.253%

17 14.733 1940 1948 1958 rBV2 483792 846470 21.65% 3.877%
18 14.927 1975 1981 1989 rBV 140606 217736 5.57% 0.997%
19 15.497 2073 2078 2083 rBV 120204 158452 4._05% 0.726%

20 15.909 2143 2148 2152 rBV2 21554 40371 1.03% 0.185%
21 16.220 2194 2201 2210 rBV2 1373403 2159514 55.23% 9.892%
22 16.543 2251 2256 2259 rBV 28373 44552 1.14% 0.204%
23 16.596 2260 2265 2272 rVB3 27867 59580 1.52% 0.273%
24 16.860 2303 2310 2317 rVB6 32725 80875 2.07% 0.370%
25 16.925 2317 2321 2325 rBV 30030 45723 1.17% 0.209%

26 17.483 2410 2416 2422 rBV 615712 949688 24.29% 4 _350%
27 17.742 2455 2460 2464 rBV 83757 114628 2.93% 0.525%
28 18.129 2520 2526 2532 rVB2 261259 378368 9.68% 1.733%
29 18.341 2558 2562 2566 rBV2 132271 195664 5.00% 0.896%
30 18.558 2595 2599 2607 rVB2 43323 76325 1.95% 0.350%

31 18.682 2616 2620 2625 rBV2 35821 54095 1.38% 0.248%
32 19.604 2773 2777 2785 rBV2 80581 126105 3.23% 0.578%
33 20.080 2849 2858 2866 rBV 2735518 3910029 100.00% 17.910%
34 20.762 2971 2974 2983 rVB3 68243 99524 2.55% 0.456%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

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

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 21.379 3073 3079 3085 rBV3 71245 137305 3.51% 0.629%

36 21.766 3138 3145 3157 rVB2 573111 1029347 26.33% 4_.715%

37 22.548 3274 3278 3283 rVB5 21604 41372 1.06% 0.190%

38 23.259 3394 3399 3405 rVB2 33041 67543 1.73% 0.309%

39 24.081 3534 3539 3548 rVB3 32986 70585 1.81% 0.323%

40 25.098 3699 3712 3729 rBV2 314706 1075218 27.50% 4.925%

41 26.232 3897 3905 3916 rVB5 28015 93564 2.39% 0.429%
Sum of corrected areas: 21831295
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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: BG037563.D

2500000
2000000
1500000

1000000

7.62
8.42 9.28

500000 5.64

7.24 10.93

\

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.
TIC: BG037563.D

8.11

1067ﬁ 11.58 12,7113

0

T AT R e AT T T
Time--> 00 10.50 11.00 11.50 12.00 12.50

Abundance

20.08

2500000

2000000
13.36

1500000 16.22

1000000

17.48

21.77
500000

20.76  21.38

22.55

0!

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG037563.D

Time-->
Abundance

2500000
2000000
1500000
1000000

500000 25.10

A

O T T T T T T T e T T T e T R SRaTE

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

23.26 24.08 26.23
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 72.63 ng 1478180 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 737 (7.618 min): BG037563.D (-731) (-) m/z 131.90 100.00%
5000 68
40 54 % J 720 7.40 7.60 7.80 8.00
o |77?.7.!,’1P“??1.5,.. e || m/Z  68.00 44.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L IR L
7.20 7.40 7.60 7.80 8.00
2 51 78 m/z 133.90 30.83%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 29.30%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! /.\. e N
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 18.13%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 N
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.00 ng 57918 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Butane. 1.1"-Toxvbis(2.1-ethaned... 218 C12H2603 000112-73-2 50
3 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 50
4 Methoxvacetic acid. 2-butvl ester 146 C7H1403 070159-90-9 50
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
Abundance Scan 1256 (10.668 min): BG037563.D (-1249) (-) m/z 57.00 100.00%
4 g7
5000
[
36 101 131 10.40 10.60 10.80 11.00
ol ﬂ—ellh';--. .-'!-|.,'.'|:'..;'....,..-..,....,...., m/z 45.00 99.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
4 g7
5000 LRI IR SN LR I
29 10.40 10.60 10.80 11.00
75 a7 m/z 41.00 27 .07%
15 100 119 132 144
ol ‘v—v—IL‘-li"..'!'|.|.'|.|..I'....|..‘I.|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57
10.40 10.60 10.80 11.00
5000 45 m/z 75.00 19.27%
29 75
85 101
0 ”1|5| Y -‘-“. . .‘l“. : .M.‘.. l\” .1.17,.%3.1. Il‘}"'l S
m/z--> 20 40 60 80 100 120 140 160
Abundance #65552: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- 4 e RaY) .A, T
45 10.40 10.60 10.80 11.00
m/z 56.00 18.18%
5000 57
29 75 89
Y O O T e S I Y9 P YRR -0
m/z--> 20 40 60 80 100 120 140 160 ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Maleic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.93 5.14 ng 217736 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Maleic acid 116 C4H404 000110-16-7 50
2 1-Propanamine. 3-methoxv- 89 C4H11NO 005332-73-0 50
3 2-Pentanamine. N-ethvl-4-methvl- 129 C8H19N 042966-64-3 35
4 N-Isopropvlethvlenediamine 102 C5H14N2 019522-67-9 35
5 2,3,N,N-Tetramethyl-4-nitro-buty... 188 C8H16N203 1000187-66-9 32

Abundance Scan 1981 (14.927 min): BG037563.D (-1975) (-) m/z 72.00 100.00%

7”2

5000 45
55 88 98 170 R . M
113 27 141 185 14.60 14.80 15.00 15.20
0’ m/z 45.00 50.36%
20 40 60

m/z--> 80 100 120 140 160 180
Abundance #7935: Maleic acid
72

45

—

5000 e

26 ,
54 99 14.60 14.80 15.00 15.20
m/z 44.00 37.85%
1 36, |, 82 | 116
o’ — . R ESAB B B
20

T
40 60 80 100 120 140 160 180

m/z-->
Abundance #2212: 1-Propanamine, 3-methoxy-
30
R B RN e e RAREE
14.60 14.80 15.00 15.20
5000 - m/z 170.00 24.48%
45
56
1] M\ 1 8‘9
ottt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13060: 2-Pentanamine, N-ethyl-4-methyl-
72 14.60 14.80 15.00 15.20
m/z 98.00 17.93%
5000
44
27
58 114
Ol 0 86 98 T 129
m/z--> 20 40 60 80 100 120 140 160 180 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.50 3.74 ng 158452 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 78
2 Pentanoic acid. 2.2.4-trimethvl-... 286 C16H3004 1000140-77-5 64
3 Propanoic acid. 2-methvl-., 1-met... 158 C9H1802 054340-93-1 53
4 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 50
5 Oxalic acid, neopentyl nonyl ester 286 C16H3004 1000309-73-3 45
Abundance Scan 2078 (15.497 min): BG037563.D (-2073) (-) m/z 71.00 100.00%
7
43
5000
56 1520 15.40 15.60 15.80
83wn1 159 173 15.20 15.40 15.60 15.80
Ol bt b 230388 3 Tm/z 43.00 57.75%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
7
5000 AR DAL RA AR
1520 15.40 15.60 15.80
43 m/z 41.00 11.05%
o 56 | 83 o7 111 143 159 173 243
miz-> 20 40 60 80 160 150 140 1éo 1éo 200 220 240
Abundance #132856: Pentanoic acid, 2,2,4-trimethyl-3-carboxyisopropy...
7
43 15.20 15.40 15.60 15.80
5000{ ,g m/z 56.00 9.98%
ol J ) 83 97 111 157 143 159 173185108 215 229 243
miz-> 20 40 ' éo 100 120 140 1éo 180 200 220 250
Abundance #30332. Propanoic acid, 2-methyl-, 1-methylbuty! ester
7 15.20 15.40 15.60 15.80
43 m/z 55.00 7.64%
5000
89 115
ol 1., \H ‘ 143 158
m/z--> ﬁo ' éo éo 100 120 140 160 180 200 220 240 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 1,2-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.74 2.41 ng 114628 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 278 C16H2204 017851-53-5 86
2 Phthalic acid. isobutvl nonvl ester 348 C21H3204 1000309-04-4 83
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 83
4 Phthalic acid. cvclohexvl isohex... 304 C18H2404 1000315-34-0 83
5 Phthalic acid, butyl tetradecyl ... 418 C26H4204 1000308-91-3 83
Abundance Scan 2460 (17.742 min): BG037563.D (-2455) (-) m/z 148.90 100.00%
149
5000
a ] 7 10 17140 1760 17,80 1800
76 167 223 : : : :
0 ,....,'...J,...!~,....,!..?,2.1...,. Bl 205 | M/Z  57.00  21.15%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125900: 1,2-Benzenedicarboxylic acid, butyl 2-methylpropy...
149
5000
17.40 17.60 17.80 18.00
m/z 149.90 8.53%
0 27 4|1 57. 76 104 121135 167 205 2?3 278
mz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #182720: Phthalic acid, isobutyl nonyl ester
149
17.40 17.60 17.80 18.00
5000 m/z 41.00 8.30%
oL27 41 57 76 1041p1 | 167 205 2%3 275 293
mz-> 20 40 60 éo 160 120 140 1éo 180 200 220 240 260 280
Abundance #148035: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester R e EEmasm)
149 17.40 17.60 17.80 18.00
m/z 104.00 7.22%
5000
274155 76 104121135 | 167 205 2%3
mz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.13 7.97 ng 378368 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 98
2 1.3-Pentadiene. 1.1-diphenvl-. (2)- 220 C17H16 015295-31-5 50
3 2.5-di-tert-Butvl-1.4-benzoauinone 220 C14H2002 002460-77-7 45
4 2.4-Dimethvl-5.6-dimethoxy-8-ami... 232 C13H16N202 064993-02-8 35
5 2,4-Diamino-6-nitroquinazoline 205 C8H7N502 007154-34-9 30
Abundance Scan 2526 (18.129 min): BG037563.D (-2520) (-) m/z 57.00 100.00%
205
5000
e | 1780 1800 18.20 1840
o m/z 205.00 91.16%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
41
5000
205 17.80 18.00 18.20 18.40
175189 | 220 m/z 217.00 62 .84%
0 109 13540161 233 248261 276
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77703: 1,3-Pentadiene, 1,1—diphen‘)5l—, -
205
220 SARARAA RASRA RARAABARAR
17.80 18.00 18.20 18.40
5000 m/z 55.00 49.02%
5 s T oL 115129,,, 165 1g9
0!
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77334: 2,5-di-tert-Butyl-1,4-benzoquinone B e
2 17.80 18.00 18.20 18.40
m/z 175.00 48.33%
5000
43
0!
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 8 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.34 4.12 ng 195664 Phenanthrene-d10 17.48
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 1-Phenazinecarboxvlic acid. 6-T1... 506 C31H42N204 120464-92-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2562 (18.341 min): BG037563.D (-2558) (-) m/z 73.00 100.00%

43 ., 3
5

5000 129

B8

18.00 18.20 18.40 18.60

0 m/z 60.00 93.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 N B e L e

18.00 18.20 18.40 18.60
m/z 43.00 90.54%

213
143157171185199

-y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73
ERE e e
43 57 18.00 18.20 18.40 18.60
5000 m/z 57.00 81.91%
129
29 ‘ 115 171 214
1
AR o Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A as Rt e
43 | 73 18.00 18.20 18.40 18.60
5 m/z 55.00 75.44%
5000 129
29
199
‘ ‘ 143157171185 242
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 00 18 20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 9 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.60 2.66 ng 126105 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2776 (19.598 min): BG037563.D (-2773) (-) m/z 60.00 100.00%
43 60 ?
5000
19.20 19.40 19.60 19.80 20.00
(o} m/z 43.00 87 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
48
73
5000 AR BN R B
129 mmwmmmmmmm
2 97 185 284 m/z 55.00 82.80%
115 171 241
ol 12 144 213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid

19.20 19.40 19.60 19.80 20.00
m/z 73.00 78.42%

5000

%

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B L = e
73 19.20 19.40 19.60 19.80 20.00
m/z 57.00 75.69%

43 5
5000 129
7 185 228
115
171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 20 19. 40 19. 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037563.D

Aca On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample : J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 10 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.38 2.67 ng 137305 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Docosene 308 C22H44 001599-67-3 90
5 1-Tricosene 322 C23H46 018835-32-0 90

Abundance Scan 3079 (21.379 min): BG037563.D (-3073) (-) m/z 55.00 100.00%

56 83

5000

5

21.00 21.20 21.40 21.60

140 167 190207 226043 267

o m/z 57.00 96.32%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LI e
21.00 21.20 21.40 21.60
m/z 43.05 89.40%
29 139
0 i Jl , 167 196 238 266 294
- I T T T I T T T T I T T T T I T T T T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57 8
R R R R R
21.00 21.20 21.40 21.60
5000 11 m/z 83.00 87.87%
29 139
o ‘\ Loy 167 105 222 250 280 308 336
- T I T T T T I T T T T I T T T T I T T T T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol B e B R CH
55 8 21.00 21.20 21.40 21.60
m/z 96.95 66.64%
5000 1l
29 139
ol | i, 167 196 224 252 280 308
——— T L e e o L e e e e e e ML R AR ERE LSRR S
m/z--> 50 100 150 200 250 300 21. 00 21 20 21. 40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102518\
Data File : BG037563.D

Acq On : 26 Oct 2018 3:28

Operator : JU/SJ

Sample - J5633-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
unknown7 .62 7.62 72.6 ng 1478180 1 8.11 407047 20.0
Ethanol, 2-(2-but... 10.67 2.0 ng 57918 2 10.93 578597 20.0
Maleic acid 14.93 5.1 ng 217736 3 14.73 846470 20.0
Propanoic acid, 2... 15.50 3.7 ng 158452 3 14.73 846470 20.0
1,2-Benzenedicarb... 17.74 2.4 ng 114628 4 17.48 949688 20.0
7,9-Di-tert-butyl... 18.13 8.0 ng 378368 4 17.48 949688 20.0
n-Hexadecanoic acid 18.34 4.1 ng 195664 4 17.48 949688 20.0
Octadecanoic acid 19.60 2.7 ng 126105 4 17.48 949688 20.0
1-Heneicosanol 21.38 2.7 ng 137305 5 21.77 1029350 20.0
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