LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 height area % max. total
1 5.195 483 486 504 rBvV 158467 249958 4._48% 0.656%
2 5.601 551 555 583 rBVY 854443 2017259 36.20% 5.291%
3 6.131 641 645 648 rBY 84381 88300 1.58% 0.232%
4 6.601 722 725 744 rBV 529949 1305457 23.42% 3.424%
5 6.736 744 748 772 rVV 3112200 4135352 74.20% 10.846%
6 6.966 783 787 806 rvB 507612 955215 17.14% 2.505%
7 7.119 808 813 839 rvv 3138949 4281214 76.82% 11.229%
8 7.289 839 842 848 rvB4 51939 79127 1.42% 0.208%
9 7.483 869 875 878 rBV3 74625 112698 2.02% 0.296%
10 7.531 878 883 892 rBV 2088542 2980498 53.48% 7.817%
11 7.595 892 894 899 rvv2 177856 235830 4._.23% 0.619%
12 7.636 899 901 906 rVvB3 39078 58878 1.06% 0.154%
13 7.719 913 915 920 rBvV2 57994 75618 1.36% 0.198%
14 7.760 920 922 926 rVB3 59873 71226 1.28% 0.187%
15 7.813 927 931 939 rVvB3 52156 85092 1.53% 0.223%
16 7.972 954 958 966 rBv4 86388 160808 2.89% 0.422%
17 8.148 982 988 990 rBV6 36262 57084 1.02% 0.150%
18 8.242 999 1004 1019 rBV 848091 1183948 21.24% 3.105%
19 8.477 1042 1044 1050 rVvB3 56559 61010 1.09% 0.160%
20 8.607 1064 1066 1072 rVB6 43271 73819 1.32% 0.194%
21 8.719 1082 1085 1090 rVB5 59408 82319 1.48% 0.216%
22 8.795 1096 1098 1102 rVB4 42877 57573 1.03% 0.151%
23 8.860 1102 1109 1111 rBV5 41007 71558 1.28% 0.188%
24 9.077 1144 1146 1151 rVB6 58657 91036 1.63% 0.239%

25 9.142 1151 1157 1158 rBV6 65942 109739 1.97% 0.288%

26 9.319 1182 1187 1200 rBV 4573642 5573260 100.00% 14.618%
27 9.666 1243 1246 1250 rVvV3 145392 200911 3.60% 0.527%
28 9.707 1250 1253 1259 rVB 398315 410717 7.37% 1.077%

29 9.848 1274 1277 1281 rBV5 56038 98625 1.77% 0.259%
30 9.972 1293 1298 1299 rBV5 54319 88514 1.59% 0.232%
31 10.001 1299 1303 1308 rVV 1219914 1280151 22.97% 3.358%
32 10.360 1362 1364 1366 rVVv2 83153 66109 1.19% 0.173%
33 10.383 1366 1368 1374 rVB5 109476 148734 2.67% 0.390%
34 10.671 1415 1417 1422 rVB5 66051 81030 1.45% 0.213%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.742 1425 1429 1434 rVV2 261857 378852 6.80% 0.994%

36 10.795 1434 1438 1447 rVV 2314765 2966841 53.23% 7.782%

37 10.966 1464 1467 1469 rBV 56642 65262 1.17% 0.171%
38 10.995 1469 1472 1475 rVB2 92761 106405 1.91% 0.279%
39 11.030 1475 1478 1480 rBV2 86881 70762 1.27% 0.186%

40 11.495 1554 1557 1570 rBV 893453 1019777 18.30% 2.675%

41 12.007 1640 1644 1656 rVB 327833 384245 6.89% 1.008%
42 12.248 1682 1685 1689 rBV3 54674 56033 1.01% 0.147%
43 12.789 1774 1777 1783 rBV3 83554 94150 1.69% 0.247%
44 13.077 1822 1826 1846 rBV 3459603 3854190 69.16% 10.109%
45 13.954 1972 1975 1982 rVB 229209 219106 3.93% 0.575%

46 14.142 2004 2007 2019 rBV 832008 973818 17.47% 2.554%

47 14.977 2146 2149 2153 rVB 66442 70826 1.27% 0.186%

48 15.248 2193 2195 2200 rVB 53213 60505 1.09% 0.159%

49 15.677 2261 2268 2284 rVB 607863 1107827 19.88% 2.906%

50 16.106 2338 2341 2347 rVB2 45752 69162 1.24% 0.181%
Sum of corrected areas: 38126428
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO072618\
Data File : BF107741.D

Acq On - 27 Jul 2018 11:16

Operator : JUu/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107741.D

4000000

6.74 7.12
3000000

7.53

2000000

1000000 5.60

5.20
o 2 613

T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF107741.D

4000000
13.08

3000000
10.79

2000000

10.00

1000000

e |

O L e e L e e B L B e e e o T I e e e e e e T s L B e e e e A
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF107741.D

4000000
3000000
2000000
1000000 14.14 15.68
13.95
14.98 15.25 16.11

‘—r——r——r—————r——————f7 "7 " T—T—T [ T T T T T T T | T T T T T T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.20 5.23 ng 249958 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2-Nonanone 142 C9H180 000821-55-6 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 487 (5.201 min): BF107741.D (-483) (-) m/z 43.00 100.00%
43
59
5000
101 S SR UL AR
51 | 83 | 4.80 5.00 5.20 5.40 5.60
Ol e e m/z 59.00 60.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerrprerryrrr T T e T e v

480 5.00 520 5.40 5.60
59 m/z 101.10 19.65%

101
0 27 36, 51| 67 7683 o1
T T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344: 3-Hexanol, 4-methyl-
50
R AR R R e S
4.80 5.00 5.20 5.40 5.60
5000 41 m/z 58.00 18.26%
31
“ 6 g7
ot M el L Lo
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 BN AR R e L
5P 4.80 5.00 5.20 5.40 5.60
m/z 40.95 9.29%
5000 41
68
| I| 50 |||| | 1?6 142
1 MMM i &S i el M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 2 unknown6.74 Concentration Rank 2

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

6.74 86.58 ng 4135350 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107741.D (-744) (-) m/z 132.00 100.00%
5000 k
68
0 s | % J 5 Sk oo Tho
54 : : . :
Ol 7 87 | 305 110y | n/z 68.00  34.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA SRS SR AR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.83%
0..‘..H‘ll.‘lulul‘.‘.‘l....lu“...luu‘.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
LA S SRR AR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.43%
41 97
53
‘ o ‘ 117
ol ll ol ) 88 a0 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.60%
5000 og M1°
o 8 7 158 189
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\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 4 2,2-Dimethylindene, 2,3-dih... Concentration Rank 6

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

7.60 4.94 ng 235830 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 89
2 Benzene, (2-methyl-l1-methylenepr... 146 C11H14 017498-71-4 55
3 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 55
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 49

Abundance Scan 895 (7.601 min): BF107741.D (-892) (-) m/z 136.10 100.00%
136
5000 9 g3
39 67 146
I ff |‘ | | 177 1T1 I‘ 720 7.40 7.60 7.80 8.00
Obrr et e e et b o e Al e m/z 131.10  71.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131
146
5000
7.20 7.40 7.60 7.80 8.00
91 115 m/z 79.05 48_.21%
51 65 77 ‘ 105 Ul
R A R A0 R R0 R AR RS A LA AN LA AL LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21655: Benzene, (2-methyl-1-methylenepropyl)-
SRR I L S
7.20 7.40 7.60 7.80 8.00
5000 146 m/z 93.10 41.90%
91 103
51 77
39 115
0"'|“"|“'%?'“'m"“i‘“'w'??lv'le"'|“"|H“'l“H“}%%NiL"l“““l“"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)-
131 7.20 7.40 7.60 7.80 8.00
m/z 135.10 32.43%
5000 91
146
51
15 % 37 | 6 7( 103 116
0“%““V”W““V“4¢“V“W“”T“ﬁ““J“'“HVHH““VNWH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00

8270-BF072018_.M Fri Jul 27 17:04:02 2018

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 5 Benzene, 2-butenyl- Concentration Rank 8

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

7.97 2.72 ng 160808 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 86
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 70
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 60
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 60

Abundance Scan 958 (7.972 min): BF107741.D (-954) (-) m/z 117.00 100.00%
1]
5000 132
91
| |1 6|5 K ‘ 103 ‘I Il 7.60 7.80 8.00 8.20 8.40
0..,....,....,....-,'.-...-::'...,-.'!:':',.::!';!.-..',:'.".'.,:':'.':-,...”.'..'.',....,....,....,. m/z 119.10 97.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14042: Benzene, 2-butenyl-
117
132
5000 91
7.60 7.80 8.00 8.20 8.40
m/z 132.10 39.86%
2z % %1 [ 103
O'W}?P'LP”'P“dh”ﬂhkﬂ”ﬂl””v”'Hhﬂ'wh““mm”l””v'”v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14041: 2,4-Dimethylstyrene
117
132 7.60 7.80 8.00 8.20 8.40
5000 m/z 134.10 36.35%
91
39
15 a ‘ ! 105
O”IJ”P'LP”'P”JM”HMLWJMH””“”'NMW'JM””MA“I””P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117 7.60 7.80 8.00 8.20 8.40
m/z 115.05 31.19%
132
5000 91
103
O”I””P'”P”'P”JMLW“L'JM ””M'”IM'PMM'”Wm'W””I””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 2-Cyclohexen-1-one, 3-phenyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.38 2.32 ng 148734 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Cyclohexen-1-one, 3-phenyl- 172 C12H120 010345-87-6 58
2 Naphthalene, l1l-ethoxy- 172 C12H120 005328-01-8 52
31,2,3,4-Tetrahydrodibenzofuran 172 C12H120 013130-19-3 43
4 1-Naphthalenecarboxaldehyde, 2-h... 172 C11H802 000708-06-5 38
5 2-Naphthalenol 144 C10H80 000135-19-3 27
Abundance Scan 1367 (10.377 min): BF107741.D (-1366) (-) m/z 144_.00 100.00%

144
172
5000 55 18
77
39 102 131 194 506 NS ARRR ARSI B
8 5 10.00 10.20 10.40 10.60
o’ m/z 172.05 65.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39843: 2-Cyclohexen-1-one, 3-phenyl-
144
172
5000 1

10.00 10.20 10.40 10.60
m/z 116.00  52.44%

129
39 51 71 102
N N ¥l v T NN 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39833: Naphthalene, 1-ethoxy-
144
B
172 10.00 10.20 10.40 10.60
5000 115 m/z 55.00 46.89%
15 28 39 51 63 77 8 409 | 127 | 157
N AL L e B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39844: 1,2,3,4-Tetrahydrodibenzofuran R B RRREE
144 10.00 10.20 10.40 10.60
m/z 115.10 41.98%
5000
115 172
39
. 15 27 51 63 77 g9 102 128 157
- IIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BF072018.M Fri Jul 27 17:04:03 2018

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 7 unknownl0.74 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.74 5.92 ng 378852 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 47
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 43
3 Naphthalen-1,4-imine, 1,2,3,4-te... 159 C11H13N 055257-99-3 43
4 Benzene, 1-(3-chloro-1-propenyl)... 166 C10H11CI 1000327-36-5 38
5 Benzene, (2-chloro-2-butenyl)- 166 C10H11CI 054411-12-0 37
Abundance Scan 1429 (10.742 min): BF107741.D (-1425) (-) m/z 131.10 100.00%
131
176
5000
115 158
516y 77 | 10.40 10.60 10.80 11.00
39 : : : -
0 |48 b 104 210 Tn/z 176.10  59.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131
158 176
5000 o1 DAL IR
115 10,40 10.60 10.80 11.00

51
2739 7 63
11

m/z 158.10 35.00%
103

A w

ok Sl S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'
10.40 10.60 10.80 11.00
5000 m/z 115.00 30.14%
o1 146
115
27 39 51 63 77 ‘ 103 ‘
Y < Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30524: Naphthalen-1,4-imine, 1,2,3,4-tetrahydro-9-methyl- R EEE s
131 10.40 10.60 10.80 11.00
m/z 130.10 24 .69%
5000
89 116
i
o 39 51 ©3 104 144 159
- IIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF072018_.M Fri Jul 27 17:04:04 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 8 unknownl1l1l.00 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.00 2.09 ng 106405 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 27
2 Phthalic acid, 2-naphthyl propyl... 334 C21H1804 1000315-23-9 27
3 Phthalic acid, propyl 2-propylph... 326 C20H2204 1000357-01-7 27
4 Phthalic acid, 4-methoxyphenyl p... 314 C18H1805 1000309-77-7 27
5 2-Ethylformanilide 149 C9H11NO 002860-30-2 27
Abundance Scan 1473 (11.001 min): BF107741.D (-1469) (-) m/z 135.10 100.00%
5000
107
a1 g7 101 220 10.60 10.80 11.00 11.20 11.40
I NI N .'.l.l.ef’..: e | m/z 107.00  27.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54039: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino...
43 149
5000 10.60 10.80 11.00 11.20 11.40
120 101 m/z 149.10 21.51%
0 | 648 104 || 169 ‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #172687: Phthalic acid, 2-naphthyl propy! ester
149
10.60 10.80 11.00 11.20 11.40
5000 m/z 121.00 16.57%
191
2743 76 93 15933 218 247 270 334
m>m&&%@@m@@mmmmmﬁﬁ'
Abundance #166010: Phthalic acid, propyl 2-propylpheny! ester B BEE e e
149 10.60 10.80 11.00 11.20 11.40
m/z 136.10 11.75%
5000
191
2743 76 107 433 | 267
iz 2 b B b 100 Th0 150 160 T80 250 386 40 2he s e s ™| | 10/80 1060 1100 1120 1140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 9 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.01 7.54 ng 384245 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1645 (12.013 min): BF107741.D (-1640) (-) m/z 43.00 100.00%

43 73
5000
57

11.60 11.80 12.00 12,20 12.40
0 m/z 73.00 99.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73

5000 29 256 =y rrrrprrrrprrrrprorropre
11.60 11.80 12.00 12.20 12.40
m/z 59.95 97 .39%
\‘ i

21
bu' 143 157171185 199
Obrr iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73

11.60 11.80 12.00 12.20 12.40

5000 129 m/z 57.05 86.97%
29
143157 214
0 15, ,buv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e B B e S

43 73 1160 11.80 12.00 12,20 12.40
m/z 55.00 86.16%

5000 129 w\‘ij\ﬁ_\_\—/w
29
199
143 157171185 242

15
0"'|'|"'|i|" R EEEEEmEE e

m/z--> 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\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 10 1-Dodecanol, 2-octyl-, acetate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.95 4_.50 ng 219106 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol, 2-octyl-, acetate 340 C22H4402 074051-84-6 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 1-Hexacosanol 382 C26H540 000506-52-5 87

Abundance Scan 1974 (13.948 min): BF107741.D (-1972) (-) m/z 57.00 100.00%
7
83
5000
111
LU BRI U
o L A0 06T A017238 207 282 35 o855 .00 85.43%
m/z--> 50 100 150 200 250 300 350
Abundance #177145: 1-Dodecanol, 2-octyl-, acetate
43
5000 AR R S UL B
111 13.60 13.80 14.00 14.20
130 m/z 43.00 82.90%
280
ob— “. ‘.“ I‘ :\)\ h‘ ‘H‘ ”\ ‘\ \ \‘\ ‘\ \‘\ \ 196 223 252 : l : |3|22| : :
m/z--> 50 150 200 250 300 350
Abundance #151538: 1-Docosene
55
o7 1360 13.80 14.00 14.20
5000 m/z 83.10 71.11%
29
125
o bl ) s e s
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl! trifluoroacetate Ll AR mE R
g7 13.60 13.80 14.00 14.20
97 m/z 97.10 64 .69%
5000
29 125
o 7 J L 154 182 224 252 279297 328348
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107741.D

Acq On 27 Jul 2018 11:16

Operator : JU/SJ

Sample - J4163-02

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.20 5.2 ng 249958 1 6.97 955215 20.0
unknown6 .74 6.74 86.6 ng 4135350 1 6.97 955215 20.0
2,2-Dimethylinden. .. 7.60 4.9 ng 235830 1 6.97 955215 20.0
Benzene, 2-butenyl- 7.97 2.7 ng 160808 2 8.24 1183950 20.0
2-Cyclohexen-1-on... 10.38 2.3 ng 148734 3 10.00 1280150 20.0
unknownl10.74 10.74 5.9 ng 378852 3 10.00 1280150 20.0
unknownl11.00 11.00 2.1 ng 106405 4 11.49 1019780 20.0
n-Hexadecanoic acid 12.01 7.5 ng 384245 4 11.49 1019780 20.0
1-Dodecanol, 2-oc... 13.95 4.5 ng 219106 5 14.14 973818 20.0
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