LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 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:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 1.724 10 12 60 rvB 939037 2413879 100.00% 14.639%
2 4.730 272 275 290 rBvY 42919 80385 3.33% 0.488%
3 5.176 312 314 340 rBVY 817487 1419046 58.79% 8.606%
4 6.250 406 408 416 rBV 1006671 1452485 60.17% 8.809%
5 6.364 416 418 420 rBV 1353660 1524553 63.16% 9.246%
6 6.593 436 438 449 rVB 221683 274179 11.36% 1.663%
7 6.742 449 451 454 rBV 944849 1044071 43.25% 6.332%
8 7.165 485 488 490 rBvVY 807424 963166 39.90% 5.841%
9 7.873 548 550 561 rBVY 421342 406375 16.83% 2.465%
10 8.948 642 644 647 rBV 1151943 1591675 65.94% 9.653%

11 9.348 677 679 682 rBV 422065 469475 19.45% 2.847%
12 9.622 700 703 705 rBV 357303 445842 18.47% 2.704%
13 10.411 769 772 774 rBV 696467 993550 41.16% 6.026%
14 10.559 781 785 789 rvB2 18182 33812 1.40% 0.205%
15 11.096 829 832 834 rBV 312995 447988 18.56% 2.717%

16 11.508 864 868 870 rvB 109180 103339 4.28% 0.627%

17 11.645 876 880 884 rBV2 24357 39012 1.62% 0.237%
18 12.182 925 927 935 rBV2 295967 536929 22.24% 3.256%
19 12.296 935 937 939 rVB 51139 50744 2.10% 0.308%
20 12.422 945 948 954 rBV 28158 50515 2.09% 0.306%
21 12.674 967 970 973 rBVY 1389196 1354504 56.11% 8.215%
22 13.154 1008 1012 1014 rBV 31664 38997 1.62% 0.237%
23 13.599 1047 1051 1057 rBV2 19228 42351 1.75% 0.257%
24 13.714 1058 1061 1063 rBV 269308 358687 14.86% 2.175%
25 14.491 1126 1129 1131 rBV 19505 28562 1.18% 0.173%
26 14.571 1134 1136 1137 rVV 27732 36886 1.53% 0.224%
27 14.651 1140 1143 1145 rVvV 22579 27833 1.15% 0.169%
28 15.051 1176 1178 1181 rBV 197998 227035 9.41% 1.377%
29 16.514 1303 1306 1311 rVB 15808 32962 1.37% 0.200%
Sum of corrected areas: 16488837
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089188.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.73 5.86 ng 80385 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 275 (4.730 min): BF089188.D (-272) (-) m/z 43.05 100.00%
43
59
5000
101 AR AR
| 83 | 4.40 4.60 4.80 5.00
e o 1 L 2 2 S L m/z 59.10 62 .44%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LR UL IS UL
59 440 460 480 500
m/z 101.10 21.99%
15 31 101
257 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.40 460 480 500
5000 m/z 58.10 15.99%
15
58
) 27
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one R e
43 440 4.60 4.80 5.00
m/z 41.10 9.89%
5000
55
|1 37, 49 ‘\ 65 71 77 83 98
miz--> 0 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 3 unknown6.36 Concentration Rank 2

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

6.36 111.21 ng 1524550 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 418 (6.364 min): BF089188.D (-416) (-) m/z 132.00 100.00%
5000 68 A\
40 % J 6.00 6.0 640 660
54 : : . :
Qe |Asus o m/z 68.05 40.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 33.36%
‘ L1 | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 640 660
5000 og 116 m/z 66.05 26.13%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.00 6.20 6.40 6.60
m/z 69.10 16.74%
5000 67
41 97
53
e s
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.51 4.61 ng 103339 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 868 (11.508 min): BF089188.D (-864) (-) m/z 74.10 100.00%
74
5000
43
! 07, 120 227 1120 11.40 1160 11.80
171185 : - : -
...,....~,|'...:“,..'n..,'::..l, 1 0 | as7ITI8510013° 21 210 | 8T 60 75, 89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74
87
5000 R ARAN BN RRARN RARR
43 11.20 11.40 11.60 11.80
7 143 m/z 43.10 31.45%
T = I oo A AN
ll N
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 1120 11.40 1160 11.80
5000 m/z 55.05 25.30%
3 57 143 185
15 %° 101135129 | 15717170199 228
mmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester J\\.‘.\f.‘. o AR R Rt
74 11.20 11.40 11.60 11.80
m/z 41.05 22.89%
87
5000
43
29 7
[ T 10ta1s120 P as717016510021357 256
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.18 23.97 ng 536929 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 93
2 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 87
3 7-Hexadecyne 222 C16H30 074685-28-2 83
4 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 83
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 76

Abundance Scan 927 (12.182 min): BF089188.D (-925) (-) m/z 67.10 100.00%

67

5000

11.80 12.00 12.20 12.40 12.60
m/z 81.10 84.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
4 6/7

A
LI e o

ll.ISO 12.I00 12.I20 12.40 12.60
m/z 55.10  61.69%

5000

123 149 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

67

11.80 12.00 12.20 12.40 12.60
5000 % m/z 95.10 54.40%

41
123
150 263 342
WWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79550: 7-Hexadecyne e R e R
11.80 12.00 12.20 12.40 12.60
m/z 41.10 52.98%

5000

41 165 103 218
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 Methyl tetradecanoate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
1230 2.27ng 50744  Phenanthrene-di0 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 64

005129-58-8 64
005129-56-6 59
006929-04-0 59

3 Tridecanoic acid, 12-methyl-, me... 242 C15H3002
4 Undecanoic acid, 10-methyl-, met... 214 C13H2602
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602

Abundance Scan 937 (12.296 min): BF089188.D (-935) (-) m/z 74.10 100.00%
4
5000
43 202
7 143 e
Tl L9740 120 | 185 255 12.00 12.20 12.40 12.60
N m/z 87.00 82.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95859: Methyl tetradecanoate
74
5000 lllllllllllll/\llllllAlll
12.00 12.20 12.40 12.60
143 109 m/z 202.10 41 .02%
‘\ L 0usl29 | 157171185 Py 242
..q.nq.n.w.np.”,””,”.w“...“..”..“...”P.”,””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
R s ma e B
12.00 12.20 12.40 12.60
5000 m/z 43.10 34.15%
43
57 143
101415129 157171185199513227941 270
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95897: Tridecanoic acid, 12-methyl-, methyl ester T
74 12.00 12.20 12.40 12.60
m/z 55.10 28.29%
5000 43
7 143 199
97
15 2 | |l ||y %41 129 157171185 | o1357242
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 Tridecanoic acid Concentration Rank 9

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

12.42 2.82 ng 50515 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 59

1000309-37-9 18
1000351-89-1 11

4 Oxalic acid, isobutyl tetradecyl... 342 C20H3804
5 Octatriacontyl pentafluoropropio... 697 C41H77F502

Abundance Scan 948 (12.422 min): BF089188.D (-945) (-) m/z 73.00 100.00%
60 78
43
5000 129
5 97
| “ Tl | 115 185 241 12.20 12.40 12.60 12.80
| e m/z 60.10 88.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72647: Tridecanoic acid
60 73
43
5000 129 SNBSS SN W | NS
29 171 12.20 12.40 12.60 12.80
115 214 m/z 43.10 80.85%
| ‘H 143 157 ‘ 185
,.1..‘,\.w..ul‘,‘.h T P N Y .\..1?7...‘.,....,..
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
60 73
T T T T
12.20 12.40 12.60 12.80
5000 43 m/z 55.10 72.65%
29 85 129143
97 115 186
15 1574169
R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39474: n-Decanoic acid
60 78 12.20 12.40 12.60 12.80
m/z 57.10 72.29%
129
5000
87
115
101 143
m/z--> 20 80 100 120 140 160 180 200 220 240 1220 12140 1260 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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-Tetracosanol- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.60 2.36 ng 42351 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 90

Abundance Scan 1051 (13.599 min): BF089188.D (-1047) (-) m/z 57.10 100.00%
a7 g7
5000
125 N
13.20 13.40 13.60 13.80 14.00
— s m/z 97.10 98.57%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 8
5000 11
13.20 13.40 13.60 13.80 14.00
m/z 55.10 92.19%
29
b \‘ \‘ ) ‘L | ‘1‘?7 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.20 13.40 13.60 13.80 14.00
5000 11 m/z 83.10 91.51%
29
139 167 106 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7 13.20 13.40 13.60 13.80 14.00
m/z 69.10 80.53%
5000
125
21 g L L1§34181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 Phthalic acid, 2-methylpent... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.52 ng 28562 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid, 2-methylpent-3-yl... 432 C27H4404 1000356-91-8 50
2 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-9 47
3 Phthalic acid, hex-3-yl undecyl ... 404 C25H4004 1000356-96-2 45
4 Phthalic acid, 4-methylpent-2-yl... 376 C23H3604 1000356-87-9 45
5 Phthalic acid, 5-methylhex-2-yl ... 502 C32H5404 1000371-07-7 42
Abundance Scan 1129 (14.491 min): BF089188.D (-1126) (-) m/z 149.00 100.00%
149
5000
[ | [ T o0, "3al50 14040 1460 1450 _
vt b e e 2 e | W72 57.10  34.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #222866: Phthalic acid, 2-methylpent-3-yl tridecyl ester
149
5000 LI SR UL SULR SRR
14:20 14.40 14.60 14.80
m/z 71.10 29.79%
85 167
‘\ 67 | 104123 | | 331349
miz-> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 34'10 '
Abundance
149
W/\'"|""|""|""|""
14.20 14.40 14.60 14.80
5000 70 m/z 85.10 26.17%
41 112 167
9 279
SRR AR AR KRS LAY AR LS LA LARAN LARAN UALAS LAY SRS EALAS LALR RARA RARRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #213825: Phthalic acid, hex-3-yl undecyl ester
149 14.20 14.40 14.60 14.80
m/z 43.10 24 _10%
5000
43 167
26 | 467 84104123 | 7| 251 303321
miz-> 20 40 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 350 340 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 11 Phthalic acid, bis(7-methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.57 3.25 ng 36886 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid, bis(7-methyloctyl... 418 C26H4204 020548-62-3 72
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 64
3 Phthalic acid, neopentyl 2-penty... 306 C18H2604 1000315-54-0 59
4 Phthalic acid, 2,3-dimethylpheny... 396 C25H3204 1000357-09-1 59
5 Phthalic acid, 4-isopropylphenyl... 396 C25H3204 1000315-66-5 53
Abundance Scan 1136 (14.571 min): BF089188.D (-1134) (-) m/z 149.00 100.00%
149
5000
57 85 127 NN AR '|""|'(\'|'
I ‘ | 105 180 293 14.20 14.40 14.60 14.80
— e m/z 85.10 19.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149
5000
43 71 14.20 14.40 14.60 14.80
127 m/z 57.10 19.43%
, u}‘ﬂh‘huﬂ?7 A/ S O
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
57 RSN DGR B SUNI I
14.20 14.40 14.60 14.80
5000 m/z 71.10 19.38%
293
83 11 174 205 236 320 362 403
m/z--> 50 100 150 200 250 300 350 400
Abundance #149587: Phthalic acid, neopentyl 2-pentyl ester U A REEaEEEEa L
149 14.20 14.40 14.60 14.80
m/z 43.10 15.91%
5000
71 237
43 | 104153 | (180203 | 291
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 12 Phthalic acid, nonyl pentad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

1465 2.45ng 27833 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Phthalic acid, nonyl pentadecyl ... 502 C32H5404 1000308-92-7 72

2 Phthalic acid, nonyl undec-2-en-... 444 C28H4404
3 Phthalic acid, isobutyl 2-methyl... 306 C18H2604
4 Phthalic acid, hexyl undecyl ester 404 C25H4004

5 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 59

1000315-42-0 64
1000356-90-7 64
1000308-91-6 64

Abundance Scan 1143 (14.651 min): BF089188.D (-1140) (-) m/z 149.00 100.00%
149
5000
43 85 Trrryrrrryrrrryrrir|rrr
| (6 | 105127 208 293 14.40 14.60 14.80 15.00
ST oYM -’ m/z 43.10 16.81%
m/z--> 50 100 150 200 250 300 350
Abundance #235537: Phthalic acid, nonyl pentadecy! ester
149
5000 LA B L L L L L L
14.40 14.60 14.80 15.00
43 m/z 85.10 16.31%
25 | | 104123 211 2752% 377
i i B A e e e RS o e
m/z--> 50 100 150 200 250 300 350
Abundance
149
14.40 14.60 14.80 15.00
5000 m/z 57.10 15.91%
43 69 104123 | g9 275293
T T T
m/z--> 50 100 150 200 250 300 350
Abundance #149683: Phthalic acid, isobutyl 2-methylpent-3-y| ester e RARREEE RS
149 14.40 14.60 14.80 15.00
m/z 71.10 15.89%
5000
57 g5 223
S .J.llq‘.‘rl.zz. 168 ———— R EB AREE ma e S
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF072016.-M Mon Jul 25 16:24:18 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 13 1,2-Benzenedicarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.51 2.90 ng 32962 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 72
2 Phthalic acid, hexyl oct-3-yl ester 362 C22H3404 1000377-71-5 72
3 Phthalic acid, 2-chloropropyl te... 438 C25H39C104 1000356-83-5 64
4 Phthalic acid, hexyl 6-methylhep... 362 C22H3404 1000377-96-0 64
5 Phthalic acid, heptyl undecyl ester 418 C26H4204 1000308-94-0 64
Abundance Scan 1306 (16.514 min): BF089188.D (-1303) (-) m/z 149.00 100.00%
149
5000
A
43 NN AU U
| 69 105 281 16.20 16.40 16.60 16.80

— T T m/z 43.10 15.92%

' ' ' | |
m/z--> 50 100 150 200 250 300
Abundance #192140: 1,2-Benzenedicarboxylic acid, butyl 8-methylnonyl...
149

5000 T
16.20 16.40 16.60 16.80

m/z 57.10 11.09%

41 223
1% ge104121 | 167 2057 307
iy geloMA 67 R 807
m/z--> 50 100 150 200 250 300

Abundance
149
AR R
16.20 16.40 16.60 16.80
5000 m/z 150.00 10.36%
55 104
29 ® Tl 167 233251
—— T T T T
m/z--> 50 100 150 200 250 300
Abundance #224208: Phthalic acid, 2-chloropropyl tetradecy! ester e R mam s B
149 16.20 16.40 16.60 16.80
m/z 55.10 7.00%
5000
243
4‘:‘[ L 69 104121 | 167 189 22‘5 L, 345
e e e e AR ma
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089188.D

Acq On 22 Jul 2016 10:41

Operator : UM/SJ

Sample - H4074-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.73 5.9 ng 80385 1 6.59 274179 20.0
unknown6 .36 6.36 111.2 ng 1524550 1 6.59 274179 20.0
Hexadecanoic acid... 11.51 4.6 ng 103339 4 11.10 447988 20.0
9,12-Octadecadien... 12.18 24_.0 ng 536929 4 11.10 447988 20.0
Methyl tetradecan... 12.30 2.3 ng 50744 4 11.10 447988 20.0
Tridecanoic acid 12.42 2.8 ng 50515 5 13.71 358687 20.0
n-Tetracosanol-1 13.60 2.4 ng 42351 5 13.71 358687 20.0
Phthalic acid, 2-... 14.49 2.5 ng 28562 6 15.05 227035 20.0
Phthalic acid, bi... 14.57 3.3 ng 36886 6 15.05 227035 20.0
Phthalic acid, no... 14.65 2.5 ng 27833 6 15.05 227035 20.0
1,2-Benzenedicarb... 16.51 2.9 ng 32962 6 15.05 227035 20.0

8270-BF072016.M Mon Jul 25 16:24:19 2016 Page: 14



