LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF062317\

Data File : BF096171.D

Aca On : 23 Jun 2017 21:30 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13775-08 GHD-SB-01-0-52

ALS Vial : 16 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 F\METHODS\8270-BF060517.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 1.540 7 9 36 rvB 849557 1612766 34.20% 5.944%
2 4.428 496 500 524 rBV 58010 179553 3.81% 0.662%
3 5.145 618 622 652 rBV 513765 1317111 27.93% 4 .855%
4 6.875 912 916 923 rBV 321742 771221 16.35% 2.843%
5 6.933 923 926 932 rBV 537975 1014371 21.51% 3.739%
6 7.257 977 981 994 rVB 296548 386796 8.20% 1.426%
7 7.492 1017 1021 1036 rBV 798054 1101992 23.37% 4.062%
8 8.180 1134 1138 1159 rBV 445596 823744 17 .47% 3.036%
9 9.292 1323 1327 1342 rBV 346056 516824 10.96% 1.905%
10 11.074 1624 1630 1648 rBY 1201918 1542259 32.70% 5.684%

11 11.774 1744 1749 1761 rBV 227464 307638 6.52% 1.134%
12 12.110 1802 1806 1812 rBV2 445358 568200 12.05% 2.094%
13 13.410 2023 2027 2044 rBV 576574 876933 18.59% 3.232%
14 14.504 2209 2213 2226 rVB 374132 545332 11.56% 2.010%
15 14.739 2247 2253 2260 rBV 137722 184977 3.92% 0.682%

16 15.145 2318 2322 2328 rBV 49254 61119 1.30% 0.225%
17 15.551 2380 2391 2394 rBV 2584212 4488727 95.18% 16.544%
18 16.421 2535 2539 2544 rBV 60217 64664 1.37% 0.238%

19 16.650 2574 2578 2589 rBV2 77242 122933 2.61% 0.453%
20 16.803 2599 2604 2608 rBV 1269266 1427954 30.28% 5.263%

21 16.898 2615 2620 2626 rVB 937898 1106461 23.46% 4.078%

22 17.056 2643 2647 2650 rBV 61998 64660 1.37% 0.238%
23 17.092 2650 2653 2658 rVB 78922 79407 1.68% 0.293%
24 17.262 2678 2682 2686 rBV 62936 69087 1.46% 0.255%
25 17.539 2725 2729 2733 rBV 46207 48621 1.03% 0.179%
26 17.750 2761 2765 2768 rVB 48374 54536 1.16% 0.201%

27 18.156 2828 2834 2835 rBV2 80292 123055 2.61% 0.454%
28 18.244 2845 2849 2856 rBV 306931 388113 8.23% 1.430%
29 18.339 2857 2865 2868 rVV 3135686 4716101 100.00% 17.382%

30 18.392 2868 2874 2878 rVvV 37861 49896 1.06% 0.184%
31 18.574 2898 2905 2910 rVB 56068 68421 1.45% 0.252%
32 18.868 2951 2955 2959 rBV 41713 47522 1.01% 0.175%
33 18.950 2964 2969 2978 rVB 307312 346880 7.36% 1.279%
34 19.127 2995 2999 3003 rBV2 64778 82832 1.76% 0.305%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 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:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.174 3003 3007 3014 rVB 215559 247555 5.25% 0.912%

36 19.280 3021 3025 3029 rBV 59358 69694 1.48% 0.257%
37 19.327 3029 3033 3037 rVB 41799 50253 1.07% 0.185%
38 19.697 3089 3096 3102 rVB2 84769 147583 3.13% 0.544%
39 19.921 3128 3134 3143 rVV2 299879 486285 10.31% 1.792%

40 20.021 3147 3151 3156 rVB 41924 53379 1.13% 0.197%
41 20.391 3211 3214 3217 rBVY 42472 556817 1.18% 0.206%
42 20.474 3224 3228 3233 rVB 91350 119986 2.54% 0.442%
43 20.603 3248 3250 3256 rVB 41016 54076 1.15% 0.199%
44 20.733 3265 3272 3276 rVB4 38402 85452 1.81% 0.315%
45 21.256 3357 3361 3366 rBVY 40017 71509 1.52% 0.264%
46 21.485 3396 3400 3408 rVB 28006 58530 1.24% 0.216%

47 22.321 3534 3542 3553 rBVY 111276 288426 6.12% 1.063%
48 23.791 3783 3792 3803 rBVY 46370 182114 3.86% 0.671%

Sum of corrected areas: 27131365
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062317\

BF096171.D

23 Jun 2017 21:30

SJ/MA

13775-08

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

10000001 .54

500000

TIC: BF096171.D

5.15

4.43

7.49

6.87

7.26

0
Time--> 1.50

.
LA L L B L B L B |

I
2.50 3.00 3.50 4.00 4.50

I
2.00

5.00 5.50 6.00

6.50

7.00 7.50

8.00 8.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF096171.D

11.07

13.41
12.11

11.77

9.29

15.55

16.42

| S—
=TT T

Time-->

14.00

1250 13.00  13.50

9.50 10.00

10.50 11.00 11.50 12.00

1450 15.00 1550 16.00 16.50

Abundance
3000000

2500000
2000000
1500000 1

1000000

500000

Time-->

17.00

TIC: BF096171.D
18.34

18.2

E , 21.261.49

20.00 20.50 21.00 21.50

19.50

17.50  18.00

22.00 2250 23.00 2350 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.43 9.28 ng 179553 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 500 (4.428 min): BF096171.D (-496) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 N
| 83.0 4.00 4.20 4.40 4.60 4.80
o PRV | SN N m/z 59.10 64.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RS R L R
59.0 400 420 440 460 4.80
0
150 a0 1010 m/z 101.00 22 .48%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o b0 420 240 450 4B
5000 m/z 58.00 17.27%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4083: Morpholine, 4-methy!l- T Rmaan B
43.0 4.00 4.20 4.40 4.60 4.80
m/z 41.00 10.86%
5000
101.0
71.0
J 10 WO se0 | g0 /\%
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.93 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.93 52.45 ng 1014370 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 925 (6.928 min): BF096171.D (-923) (-) m/z 132.00 100.00%
13%.0
5000 68.1 [\
005y || % J oko k0 700 720
O L L o A O B R e e m/z 68.10 38.75%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0

6.60 6.80 7.00 7.20

41.0 97.0
‘ ‘ 117.0 m/z 134.00 30.81%
ob— H SLO“‘“F ...j\..”. S
m/z--> 100 120 140 160 180
Abundance
132.0
T
69.0 104.0 6.60 6.80 7.00 7.20
5000 m/z 66.00 23.13%
31.0 510
O T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.60 6.80 7.00 7.20

m/z 96.00 14 .63%

74.0
116.0
5000 98.0 h
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7. OO 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Phthalic acid, cyclohexyl 2... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.74 6.78 ng 184977 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. cvclohexvl 2-prop... 290 C17H2204 1000315-56-4 78
2 Phthalic acid. isobutvl isoporpv... 264 C15H2004 1000315-00-3 78
3 Phthalic acid. hexvl isoporpvl e... 292 C17H2404 1000315-00-0 78
4 Phthalic acid. isohexvl isoporpv... 292 C17H2404 1000315-00-4 78
5 Phthalic acid, dec-2-yl isobutyl... 362 C22H3404 1000356-93-8 78
Abundance Scan 2253 (14.739 min): BF096171.D (-2247) (-) m/z 149.00 100.00%
148.0
5000
41.0 76.1 104.0 14.40 14.60 14.80 15.00
Ol et b e bbb R | M7z 150.10  10.87%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136180: Phthalic acid, cyclohexy!l 2-propy! ester
149.0
5000 AL UL UL IUULEE B
14.40 14.60 14.80 15.00
m/z 167.00 9.37%
209.0
270 55.0 76.0 104.0 | | | 2310
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149.0
14.40 14.60 14.80 15.00
5000 m/z 41.05 5.64%
51290 57.0 g3(104.0 209.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137732: Phthalic acid, hexyl isoporpyl ester
149.0 14.40 14.60 14.80 15.00
m/z 76.10 5.08%
5000
o 430 76.0 104.0 |  477.0 20?02330 292.0
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.42 3.33 ng 64664 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 4.4 -Diisopnropvibiphenvl 238 C18H22 018970-30-4 89
3 3.47-Diisopnropvibiphenvl 238 C18H22 061434-46-6 76
4 4.4"-Diacetvl biphenvl 238 C16H1402 000787-69-9 46
5 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 46
Abundance Scan 2539 (16.421 min): BF096171.D (-2535) (-) m/z 223.20 100.00%
228.2
5000 1811
153.1 R N BN SUNN B

16.20 16.40 16.60 16.80

41.0 63.9 820 103.9 1281 03
. m/z 238.20 53.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000 LA L B L B L L L LB

16.20 16.40 16.60 16.80

153.0 m/z 181.10 51.69%
55.0 8L0 104.0 ‘ H
PO S i T 0 30 W O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
R
16.20 16.40 16.60 16.80
5000 m/z 165.10 33.76%
43.0
o 1040 165.0
o 15.0 : 128.0 191.0
R e R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #92582: 3,4'-Diisopropylbiphenyl et b
223.0 16.20 16.40 16.60 16.80
m/z 167.10 29.31%
5000
43.0
104.0 165.0
0150‘ \‘ ‘ 77“0‘ | 1280 M\ li 1950 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.20 16. 40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.65 6.33 ng 122933 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2578 (16.650 min): BF096171.D (-2574) (-) m/z 73.00 100.00%

43.0 73.0

i

129.1
5000
e e A e
16.40 16.60 16.80 17.00
01 m/z 43.05 98.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

3.0

-

5000
16.40 16.60 16.80 17.00

m/z 57.05 87 .49%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 16.40 16.60 16.80 17.00
5000 m/z 60.00 87.23%

129.0
185.0 228.0

157.0

97.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #107549: n-Hexadecanoic acid e A ma

60.0 16.40 16.60 16.80 17.00
m/z 41.10 66.92%
5000
157.0 185.0 213.0 256.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Phthalic acid, 2-methylpent... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.80 73.58 ng 1427950 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-methvlpent-3-vl... 502 C32H5404 1000356-92-2 86
2 Phthalic acid. cvcloheptvl isobu... 318 C19H2604 1000322-82-8 83
3 Phthalic acid. cvclohexvl 2-pent... 318 C19H2604 1000315-55-3 80
4 Phthalic acid. 4-methvlpent-2-vl... 376 C23H3604 1000356-87-9 78
5 Phthalic acid, di(hept-3-yl) ester 362 C22H3404 1000357-00-0 78
Abundance Scan 2603 (16.798 min): BF096171.D (-2599) (-) m/z 149.00 100.00%
149.0
5000
o e
104.0 2231 16.40 16.60 16.80 17.00 17.20
ol L L SRR ered Tm/z 167.00 17.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #235553: Phthalic acid, 2-methylpent-3-yl octadecy! ester
149.0
5000 LRI SRR SR SN B
16.40 16.60 16.80 17.00 17.20
450 m/z 57.05 12.64%
.0 850
0 ..J‘NMU N'I"" LRI SR '??39" T '|?1%9
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 150.00 11.13%
223.0
57.0 97.0
e L L UL L WL WL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #159705: Phthalic acid, cyclohexyl 2-pentyl ester T REae e
149.0 16.40 16.60 16.80 17.00 17.20
m/z 41.05 10.86%
5000
0 \\55\0 10‘\1'0 237.0
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1,2-Benzenedicarboxylic aci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.09 4.09ng 79407  Chrysene-d12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 90
.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 86
hthalic acid. butvl tridecvl ester 404 C25H4004 1000308-99-3 83
hthalic acid. butvl hexvl ester 306 C18H2604 1000308-99-5 80
,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-19-0 78

aObhwN R
RPTUUOR R

Abundance Scan 2653 (17.092 min): BF096171.D (-2650) (-) m/z 149.00 100.00%

149.0
5000
410 701 1040 2231 16.80 17.00 17.20 17.40
O e e e e e m/z 150.00 10.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #172656: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149.0
5000 lllllllllllllllllll
16. 80 17. 00 17. 20 17. 40
m/z 70.10 9.32%
410 700 0 223.0
ob 1y |, 104 780 | 279.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149.0
16.80 17. 00 17. 20 17.40
5000 m/z 57.05 9.23%
41.0
0 76.0 104.0 1760 2230 279.0 334.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #213819: Phthalic acid, butyl tridecyl ester

149.0 16.80 17.00 17.20 17.40
m/z 41.00 9.04%

o

5000
223.0
410 69.0 104.0 T 349.0
P T T e S

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

16.80 17.00 17.20 17.40

8270-BF060517.M Wed Jun 28 18:24:09 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Phthalic acid, hex-3-yl oct... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.26 3.56 ng 69087 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hex-3-vl octvl ester 362 C22H3404 1000356-95-9 86
2 Phthalic acid. 4-methvlpent-2-vl._.. 376 C23H3604 1000356-87-9 80
3 Phthalic acid. pentvl 2-pentvl e... 306 C18H2604 1000315-47-7 80
4 Phthalic acid. dec-2-vl octvl ester 418 C26H4204 1000356-94-4 80
5 Phthalic acid, hexyl isoporpyl e... 292 C17H2404 1000315-00-0 78
Abundance Scan 2682 (17.262 min): BF096171.D (-2678) (-) m/z 149.00 100.00%
149.0
5000
e ]
410 711 1050 17.00 17.20 17.40 17.60
Ol el et e e e b e e 2o | m/z 150.00  11.29%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #191979: Phthalic acid, hex-3-yl octyl ester
149.0
5000
17.00 17.20 17.40 17.60
m/z 167.00 9.29%
ol 50, 710 1080 L 2510 2707
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance
149.0
17.00 17.20 17.40 17.60
5000 m/z 41.00 8.82%
43.0 85.0
0 123.0 251.0 293.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149560: Phthalic acid, pentyl 2-penty!| ester
149.0 17.00 17.20 17.40 17.60
m/z 43.05 8.57%
5000
430 700 1040 | 237.0
0 ||||||||||||||||||||||||||||||||||||||||‘|||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60

8270-BF060517.M Wed Jun 28 18:24:11 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 11 Heptadecyl trifluoroacetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.16 6.34 ng 123055 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 81
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 81
4 n-Tetracosanol-1 354 C24H500 000506-51-4 76
5 n-Heptadecanol-1 256 C17H360 001454-85-9 70
Abundance Scan 2835 (18.162 min): BF096171.D (-2828) (-) m/z 57.05 100.00%
51.0
5000 97.0
|10 17150 18,00 1620 1840
0 L m/z 43.10 73.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000

17.80 18.00 18.20 18.40
m/z 71.05 63.99%

27~0 I ‘\ \‘ P 1 0 1820 2380 2830 334.0

0.‘.‘.‘ R : —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0
T
17.80 18.00 18.20 18.40
5000 m/z 55.10 53.68%
139.0
027.0 182.0 222.0 2660 3110 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0 17.80 18.00 18.20 18.40
83.0 m/z 83.10 52.05%
5000
Fzso
NI LT [ U N | S
m/z--> 50 100 150 200 250 300 350 400 17. 80 18 00 18. 20 18.40

8270-BF060517.M Wed Jun 28 18:24:12 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 12 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.57 3.53 ng 68421 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2904 (18.568 min): BF096171.D (-2898) (-) m/z 57.10 100.00%
57.1
5000 85.1
"113-2 1551 207.0 18.20 18.40 18.60 18.80
oY S I N Y s m/z 71.10 74.31%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 85.0 AR ARSI &
mmmmmmmm
m/z 43.05 70.02%
29.0 13.0
0 \‘ L ‘ “\ | d‘ ‘\141 0169 0197 0225 0254 0
m/z--> éo 160 150 260 2%0 360 3%0
Abundance
57.0
85.0 18.20 18.40 18.60 18.80
5000 m/z 85.10 44 _39%
29.0
. 1130141 0160.0197 0 240.0
m/z--> o 'éo' - 160" ' ﬁéoll ' 560" ' Eéo" ' 560" ' ééo"
Abundance #194493: Hexacosane L LI L L BN B
57.0 18.20 18.40 18.60 18.80
m/z 55.05 26.21%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1;0 18.20 18.40 18.60 18.80

8270-BF060517.M Wed Jun 28 18:24:12 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 13 Phthalic acid, hex-3-yl und... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.95 17.88 ng 346880 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hex-3-vl undecvl ... 404 C25H4004 1000356-96-2 86
2 Phthalic acid. heptvl hept-2-vl ... 362 C22H3404 1000356-97-4 86
3 Phthalic acid. dodecvl 6-methvlh._.. 446 C28H4604 1000377-96-6 86
4 Phthalic acid. dodecvl hex-3-vl ... 418 C26H4204 1000356-96-3 86
5 Phthalic acid, 2,4-dimethylpent-... 446 C28H4604 1000356-85-2 86
Abundance Scan 2969 (18.950 min): BF096171.D (-2964) (-) m/z 149.00 100.00%
149.0
5000
57|-1 850 1230 | 223, 350 18.60 18.80 19.00 19.20
Obprrrefrreliprt et b e e reae || m/z 167.00  13.58%
mz-> 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
149.0
5000
18.60 18.80 19.00 19.20
3.0 m/z 57.10 13.30%
o d “84‘:0 123.0 | | 251.0 3210
m>m%&%@mmmmmmmmmmmm
Abundance
149.0
18:60 18:80 19.00 10.20
5000 m/z 43.05 11.01%
200 570 9801030 265.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #226407: Phthalic acid, dodecyl 6-methylhept-2-y| ester A mma e
149.0 18.60 18.80 19.00 19.20
m/z 150.00 10.07%
5000
0%0??%%0130 N 2790 3§°
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.60 18.80 19.00 19.20

8270-BF060517.M Wed Jun 28 18:24:13 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 14 Phthalic acid, methyl tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.13 3.41 ng 82832 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. methvl tetradecvl... 376 C23H3604 1000308-92-5 87
2 Decvl methvl phthalate 320 C19H2804 256481-38-6 87
3 Methvl tridecvl phthalate 362 C22H3404 256481-40-0 87
4 Methvl undecvl phthalate 334 C20H3004 070794-29-5 87
5 Methyl nonyl phthalate 306 C18H2604 091485-82-4 86
Abundance Scan 3000 (19.133 min): BF096171.D (-2995) (-) m/z 163.00 100.00%
168.0
5000 70.1
s 1120 2612 15180 15,00 19,30 15140
135.0 316.2 : : : :
Y N |\ et m/z 149.00  77.97%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200570: Phthalic acid, methyl tetradecy! ester
163.0
5000
18.80 19.00 19.20 19.40
m/z 70.10 39.56%
. 430 690 1040 1350 |
m/z--> ﬁo 40 60 80 160 120 150 160 180 200 220 240 260 280 300
Abundance
163.0
18.80 19.00 19.20 19.40
5000 m/z 181.10 23.61%

430 77.0 104.0 135.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #191962: Methy! tridecy! phthalate B R
163.0 18.80 19.00 19.20 19.40
m/z 55.05 15.48%
5000
43.0
N ;690 1040 1350| |
Ao R Aaaas s b R R REEaE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 80 19. 00 19. 20 19. 40

8270-BF060517.M Wed Jun 28 18:24:18 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 15 Phthalic acid, butyl 6-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.17 10.18 ng 247555 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. butvl 6-methvlhep... 334 C20H3004 1000377-95-8 90
2 Phthalic acid. butvl 8-chlorooct... 368 C20H29CI104 1000356-85-9 90
3 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-19-0 86
4 Phthalic acid. dodecvl ethvl ester 362 C22H3404 1000308-93-4 80
5 Phthalic acid, isobutyl 3-methyl... 292 C17H2404 1000356-80-3 78
Abundance Scan 3006 (19.168 min): BF096171.D (-3003) (-) m/z 149.00 100.00%
148.0
5000
41.0 18.80 19.00 19.20 19.40
69.0 2231
Ol et ey || M/Z 150.00  9.91%
m>mmmmmmmmmmmmmmmm
Abundance #172573: Phthalic acid, butyl 6-methylhept-2-yl ester
149.0
5000
18.80 19.00 19.20 19.40
m/z 41.05 8.52%
223.0
ol290 57 0 1040 ‘ L
m>m&&%@mmmmmmmmmﬁﬁ'
Abundance
149.0
18:80 19.00 19.20 19.40
5000 m/z 57.05 7.21%
41.0 69.0 104.0 223.0 313.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #192121: 1,2-Benzenedicarboxylic acid, butyl decyl ester T
149.0 18.80 19.00 19.20 19.40
m/z 43.05 7.12%
5000
0 A0 760 1040 | 223.0 307.0
miz-> % 40 60 80 100 120 140 160 180 200 250 240 260 230 300 330 18:80 19.00 19.20 19.40

8270-BF060517.M Wed Jun 28 18:24:19 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 17 Phthalic acid, heptyl octyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.47 4.93 ng 119986 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl octvl ester 376 C23H3604 088216-58-4 72
2 Phthalic acid. 4-methvlpent-2-vl... 362 C22H3404 1000356-87-8 72
3 Phthalic acid. 3-methvlbutvl pen... 446 C28H4604 1000356-81-6 72
4 Phthalic acid. hept-3-vl octvl e... 376 C23H3604 1000356-99-2 72
5 Phthalic acid, hexadecyl 3-methy... 460 C29H4804 1000356-81-7 72
Abundance Scan 3227 (20.468 min): BF096171.D (-3224) (-) m/z 149.00 100.00%
14h.0
5000
431 419 1041 1001 2792 314.2 20.20 20.40 20.60 20.80
o Y S DS - SRS~ S Lol N—— m/z 43.10 11.38%
m/z--> 50 100 150 200 250 300 350
Abundance #200545: Phthalic acid, heptyl octyl ester
149.0
5000 AU SN U SRR
20.20 20.40 20.60 20.80
570 m/z 150.00 10.70%
W20 140 | %9 376.0
m/z--> 50 100 150 200 250 300 350
Abundance
149.0
20.20 20.40 20.60 20.80
5000 m/z 57.10 8.89%
43.0
o 8.0 1510 251.0279.0
m/z--> 50 100 150 200 250 300 350
Abundance #226395: Phthalic acid, 3-methylbutyl pentadecy! ester  EAE R R
149.0 20.20 20.40 20.60 20.80
m/z 41.10 7.39%
5000
71.0
237.0
0 4?.0\1 ) 104.0 | : ! ‘ 377'0
m/z--> 50 100 150 200 250 300 350 20,20 20.40 20.60 20.80

8270-BF060517.M Wed Jun 28 18:24:20 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 18 (7a-Il1sopropenyl-4,5-dimethy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.73 3.51 ng 85452 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (7a-1sopropenvl-4.5-dimethvlocta... 222 C15H260 1000187-02-9 53
2 2H-1.2.3-Triazole-4-carboxaldehyv... 191 C9H6FN30 051306-43-5 52
3 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 47
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 46
5 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 38
Abundance Scan 3272 (20.733 min): BF096171.D ( 3265) (-) m/z 191.15 100.00%

5000

20.40 20.60 20.80 21.00

0 m/z 69.10 50.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79457: (7a-l1sopropenyl-4,5-dimethyloctahydroinden-4-ylme...
191.0
95.0

5000

20. 40 20 60 20. 80 21. OO
m/z 81.00 37 .25%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
109.0 IIIIIIIIIIIIIIIIIIIIIII
20.40 20.60 20.80 21.00
5000 82.0 m/z 130.95 37.23%
136.0
57.0
162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine
191.0 20.40 20.60 20.80 21.00
m/z 55.10 31.21%
5000
136.0 164.0
180 510 770 1040 | )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20. 40 20 60 20. 80 21. OO

8270-BF060517.M Wed Jun 28 18:24:20 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 19 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.32 11.86 ng 288426 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 80
2 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 78
3 Phthalic acid. decvl nonvl ester 432 C27H4404 1000308-89-8 72
4 Didecvl phthalate 446 C28H4604 000084-77-5 72
5 Phthalic acid, hept-3-yl undecyl... 418 C26H4204 1000356-99-5 72
Abundance Scan 3542 (22.321 min): BF096171.D (-3534) (-) m/z 149.00 100.00%
149.0
5000 A
At 104.1 176.2 208 9 281 1 335.2 22,00 22.20 22.40 22,60 _
o) S <. S B L M. e m/z 43.10 11.95%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #231794: 1,2-Benzenedicarboxylic acid, diundecyl ester
149.0
5000 SRR SRR SR
2200 22.20 22.40 22.60
m/z 57.10 10.19%
o >0 830 1230 | 1760 260.0 8210
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149.0
22.00 22.20 22.40 22.60
5000 m/z 150.00 9.79%
. 430 710 1040 2930 3350
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #222788: Phthalic acid, decyl nonyl ester
149.0 22.00 22.20 22.40 22.60
m/z 55.10 7.18%
5000
. 430 690 1040 | 293.0
miz-> 30 40 60 80 100 150 140 150 180 200 230 240 260 230 300 330" 22.00 22.20 22.40 22.60

8270-BF060517.M Wed Jun 28 18:24:21 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096171.D

Aca On : 23 Jun 2017 21:30

Operator : SJ/MA

Sample : 13775-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 20 Phthalic acid, 8-chloroocty... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.79 7.49 ng 182114 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 8-chlorooctvl iso... 368 C20H29CI04 1000356-85-8 78
2 Phthalic acid. hex-2-vn-4-vIl und... 400 C25H3604 1000315-19-7 78
3 Phthalic acid. ethvl tetradecvl ... 390 C24H3804 1000309-00-5 72
4 Phthalic acid. di(hept-3-vl) ester 362 C22H3404 1000357-00-0 72
5 Phthalic acid, butyl 3,3-dimethy... 306 C18H2604 1000357-00-2 72
Abundance Scan 3792 (23.791 min): BF096171.D (-3783) (-) m/z 149.00 100.00%
149.0
5000
55.0 23.40 23.60 23.80 24.00
97.0
ol o b 2070 28 m/z 55.00  9.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #195329: Phthalic acid, 8-chlorooctyl isobutyl ester
149.0
5000 ARV U SUR
23.40 23.60 23.80 24.00
m/z 57.10 9.79%
027.0‘51'0 104.0 | 223.0 313.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
23.40 23.60 23.80 24.00
5000 m/z 150.00 9.74%
ol27.0 570 1040 186.0 228.0 304.0 357.0 400.0
HELEL L UL UL SN SRR SN B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #207689: Phthalic acid, ethyl tetradecy! ester ! ", . e
149.0 23.40 23.60 23.80 24.00
m/z 43.10 9.05%
5000
195.0
0 1\4? OM 7\.4‘0‘ 10? O L
mz-> 50 100 150 200 250 300 350 400 | 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062317\

Data File : BF096171.D

Acq On : 23 Jun 2017 21:30 Instrument :

Operator : SJ/MA gﬁA{s el
- _ lentosampleld :

3?22'6 : 13775-08 GHD-SB-01-0-52

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.43 9.3 ng 179553 1 7.26 386796 20.0
unknown6 .93 6.93 52.5 ng 1014370 1 7.26 386796 20.0
Phthalic acid, cy... 14.74 6.8 ng 184977 4 14.50 545332 20.0
10,18-Bisnorabiet... 16.42 3.3 ng 64664 5 18.24 388113 20.0
Octadecanoic acid 16.65 6.3 ng 122933 5 18.24 388113 20.0
Phthalic acid, 2-... 16.80 73.6 ng 1427950 5 18.24 388113 20.0
1,2-Benzenedicarb... 17.09 4.1 ng 79407 5 18.24 388113 20.0
Phthalic acid, he... 17.26 3.6 ng 69087 5 18.24 388113 20.0
Heptadecyl triflu... 18.16 6.3 ng 123055 5 18.24 388113 20.0
Octadecane 18.57 3.5 ng 68421 5 18.24 388113 20.0
Phthalic acid, he... 18.95 17.9 ng 346880 5 18.24 388113 20.0
Phthalic acid, me... 19.13 3.4 ng 82832 6 19.92 486285 20.0
Phthalic acid, bu... 19.17 10.2 ng 247555 6 19.92 486285 20.0
Phthalic acid, he... 20.47 4.9 ng 119986 6 19.92 486285 20.0
(7a-l1sopropenyl-4_.. 20.73 3.5 ng 85452 6 19.92 486285 20.0
1,2-Benzenedicarb... 22.32 11.9 ng 288426 6 19.92 486285 20.0
Phthalic acid, 8-... 23.79 7.5 ng 182114 6 19.92 486285 20.0
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