LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF062217\
Data File : BF096127.D
Aca On : 22 Jun 2017 17:54 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13775-02 GHD-SB-020304-0-11
ALS Vial : 13 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 1.546 8 10 51 rvB 811227 1650422 87.18% 8.785%
2 2.257 128 131 136 rBv2 13133 29704 1.57% 0.158%
3 4.445 499 503 521 rBvV2 85730 254066 13.42% 1.352%
4 4.822 561 567 575 rBV2 10060 19828 1.05% 0.106%
5 5.163 622 625 649 rBV 662631 1600784 84.56% 8.520%
6 5.398 661 665 679 rVB 106404 181966 9.61% 0.969%
7 6.857 909 913 923 rBV 744778 1361665 71.93% 7.248%
8 6.939 923 927 949 rVB 1006144 1893162 100.00% 10.077%
9 7.275 980 984 997 rBV 288399 394496 20.84% 2.100%
10 7.510 1019 1024 1042 rBV 930467 1272085 67.19% 6.771%
11 8.198 1137 1141 1166 rBV 565482 934934 49.38% 4_.976%
12 9.310 1326 1330 1352 rBV 359547 554311 29.28% 2.950%
13 11.092 1627 1633 1654 rBVY 1406192 1778288 93.93% 9.465%
14 11.792 1747 1752 1763 rBV 252395 339430 17.93% 1.807%
15 11.916 1769 1773 1781 rVB 18085 27043 1.43% 0.144%
16 12.133 1805 1810 1815 rBV2 409800 530781 28.04% 2.825%
17 12.180 1815 1818 1824 rVvVv2 24342 35077 1.85% 0.187%
18 12.992 1952 1956 1959 rvv 27763 30370 1.60% 0.162%
19 13.039 1959 1964 1973 rVB3 16365 29934 1.58% 0.159%
20 13.351 2004 2017 2021 rBV5 9457 25844 1.37% 0.138%
21 13.433 2027 2031 2045 rBV 500386 772240 40.79% 4.110%
22 13.762 2082 2087 2094 rBV2 28550 52929 2.80% 0.282%
23 14.492 2206 2211 2213 rBV2 20963 24189 1.28% 0.129%
24 14.527 2213 2217 2221 rVV 349924 460992 24.35% 2.454%
25 14.568 2221 2224 2236 rVB 110641 165407 8.74% 0.880%
26 14.668 2237 2241 2247 rVV 24699 37768 1.99% 0.201%
27 15.345 2353 2356 2360 rBV 18314 24322 1.28% 0.129%
28 15.392 2360 2364 2368 rVB2 20916 26431 1.40% 0.141%
29 15.492 2379 2381 2386 rVV3 29932 43942 2.32% 0.234%
30 15.557 2388 2392 2399 rVB5 35630 60647 3.20% 0.323%
31 15.804 2426 2434 2438 rBV2 12691 25070 1.32% 0.133%
32 16.204 2498 2502 2506 rvv4 17152 21185 1.12% 0.113%
33 16.362 2524 2529 2536 rBV 200863 251282 13.27% 1.337%
34 16.503 2549 2553 2556 rBV 17113 21661 1.14% 0.115%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF062217\
Data File : BF096127.D
Aca On : 22 Jun 2017 17:54 Instrument :
Operator : SJ/MA EﬁAfs el

- _ lentosampleld :
3?22'6 : 13775-02 GHD-SB-020304-0-11
ALS Vial : 13 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 16.662 2576 2580 2587 rBV 191119 263372 13.91% 1.402%

36 16.915 2618 2623 2630 rVV 1007522 1181664 62.42% 6.290%

37 16.992 2630 2636 2643 rVB6 14546 35256 1.86% 0.188%
38 17.103 2651 2655 2658 rBv4 13964 21946 1.16% 0.117%
39 17.145 2658 2662 2667 rVB 38175 556575 2.94% 0.296%
40 17.227 2672 2676 2680 rVB 33076 44118 2.33% 0.235%
41 17.280 2681 2685 2689 rBV2 20300 30535 1.61% 0.163%
42 17.392 2699 2704 2706 rBV3 12533 19417 1.03% 0.103%
43 18.045 2811 2815 2821 rVB2 47506 65132 3.44% 0.347%
44 18.174 2834 2837 2845 rBV3 52533 79381 4._.19% 0.423%
45 18.262 2847 2852 2857 rBV2 388029 573904 30.31% 3.055%
46 18.303 2857 2859 2863 rVB 48635 51282 2.71% 0.273%
47 18.439 2879 2882 2885 rBVY 39754 35699 1.89% 0.190%
48 18.480 2885 2889 2895 rBV2 135222 222893 11.77% 1.186%
49 18.568 2901 2904 2908 rBV3 20449 23846 1.26% 0.127%

50 18.892 2954 2959 2963 rBV 207298 235262 12.43% 1.252%

51 19.303 3024 3029 3034 rBV 149266 191971 10.14% 1.022%
52 19.544 3066 3070 3073 rBV 103630 142463 7.53% 0.758%

53 19.662 3087 3090 3093 rBV 22947 27384 1.45% 0.146%
54 19.833 3116 3119 3125 rBV 59200 85164 4_50% 0.453%
55 19.892 3126 3129 3134 rVV 80431 97202 5.13% 0.517%

56 19.944 3134 3138 3147 rBV 253933 372126 19.66% 1.981%

Sum of corrected areas: 18787847
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF062217\

BF096127.D

22 Jun 2017 17:54

SJ/MA

13775-02

13 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

GHD-SB-020304-0-11

Abundance

1400000
1200000
1000000
L.55
800000
600000

400000

200000

TIC: BF096127.D

5.16

4.45 5.40

2.26 4.82

6.94

6.86

7.51

8.20

0
Time--> 1.50

T T
6.00 6.50

T T
2.00 2.50

T T T
3.00 3.50 4.00

I
4.50 5.00 5.50

T
7.00

7.50

T
8.00 8.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

9.31

TIC: BF096127.D
11109

13.43
12.13

11.79

1.9212.18 1299413 3% 13.76

14.53

14.57
14/44.67

16.36

155@@3@5,80 16.: ZCJ\([G.SO

0
Time-->

13.50  14.00

12.00 12,50  13.00

9.50 10.00

10.50 11.00 11.50

14.50

16.50

15.00 15,50 16.00

APLISEE8S,
1200000
1000000
800000
600000
400000

200000 .66

0

TIC: BF096127.D

16.92

Time-->

17.00

21.00 21.50

19.50 20.00  20.50

17.50

18.00 18,50  19.00

22.00

22.50

24.00

23.00 23.50
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8270-BF060517 .M Fri

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF062217\
Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

Sample : 13775-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4

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

4.45 12.88 ng 254066 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxvy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 504 (4.451 min): BF096127.D (-499) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.0 SUNENSI S —
83.1 420 4.40 4.60 4.80
e e e e e e e m/z 59.10 60.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B LA
59.0 420 440 460 4.80
0
150 4, 1010 m/z 101.00 24 .68%
‘ 1l ‘ 830 L ‘
miz--> B % o 6 7o 8 6 130 1o 180 10 140
Abundance
59.0
TTab0 440 450 4k
5000 41.0 m/z 58.00 14 .85%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R A R mmay
59.0 420 4.40 4.60 4.80
31.0 m/z 41.10 11.08%
5000
73.0
15.0 4 “ | 87.0 1020 | \
miz--> 1 2 30 40 50 60 70 80 90 100 110 130 130 140 420 4.40 460 4.80

Jun 23 17:56:00 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF062217\
Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

Sample : 13775-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.94 Concentration Rank 1

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

6.94 95.98 ng 1893160 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 927 (6.939 min): BF096127.D (-923) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\
e
m1mﬂ|| %Olmg J 6.60 6.80 7.00 7.20
e L kL I e e B m/z 68.05 36.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.76%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tho ok 700 750
5000 ggo 1160 m/z 66.05 22.03%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R mmma e A mame
132.0 6.60 6.80 7.00 7.20
m/z 96.05 13.69%
5000 67.0
41.0 97.0
‘ ‘ 117.0
..“i“..%1’.0".“l‘.‘.?r:ll‘".o.‘.‘a|....“|..H. I i F
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

8270-BF060517 .M Fri Jun

23 17:56:00 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF062217\

Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

ﬁ?ggle i 13775-02 GHD-SB-020304-0-11
ALS Vial : 13 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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.30 ng 52929 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tetradecane 198 C14H30 000629-59-4 83
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 72
Abundance Scan 2087 (13.762 min): BF096127.D (-2082) (-) m/z 57.05 100.00%
5%.0
5000 85.1
L Sl S 2 Al A
39 113.0 13.40 13.60 13.80 14.00
e e m/z 71.05 64 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000
85.0 13.40 13.60 13.80 14.00
29.0 m/z 43.10 61.19%
A 113.0 141 0 169 0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
13.40 13.60 13.80 1400
5000 85.0 m/z 85.10 46 .22%
29.0
113.0 141.0 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester
57.0 13.40 13.60 13.80 14.00
m/z 41.00 31.50%
85.0
5000
29.0 | 113.0
1 | |
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 13.40 13.60 13.80 14.00 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF062217\

Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

ﬁ?ggle i 13775-02 GHD-SB-020304-0-11
ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.56 2.63 ng 60647 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Dodecanoic acid 200 C12H2402 000143-07-7 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2393 (15.562 min): BF096127.D (-2388) (-) m/z 73.00 100.00%

430 730
5000 129.1

1 A
| |‘|| ||||95'9 157.0 1850 2132 256.3 1520 15.40 15.60 15.80 |
“.”,”.z.n.'”. m/z 43.05 82.71%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
4110
5000 129.0 R B B UL B

15.20 15.40 15.60 15.80

83.0
157.0 185.0 213.0 256.0 m/z 60.00 74.63%

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

Abundance
73.0
 REmamEam s L
15.20 15.40 15.60 15.80
m/z 57.00 70.41%
5000 43.0 129.0
157.0
101.0 200.0
A o e B R A BARaE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R AR EEEEE T
73.0 15.20 15.40 15.60 15.80
43.0 m/z 55.00 68.80%
5000 129.0

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15. 40 15. 60 15.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF062217\

Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

ﬁ?ggle i 13775-02 GHD-SB-020304-0-11
ALS Vial : 13 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 unknownl8.04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.27 ng 65132 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-nitropropvl)- 165 C9H11NO2 022818-69-5 25
2 Benzene., 1.1"-T1-(2.2-dimethvl-3... 278 C21H26 061142-62-9 23
3 (2.3-Diphenvicvclopropvmethyl ... 332 C22H200S 131758-71-9 12
4 Benzonitrile. m-phenethvl- 207 C15H13N 034176-91-5 12
5 4-Benzyloxypyridazine 1-oxide 202 C11H10N202 002096-53-9 11
Abundance Scan 2814 (18.039 min): BF096127.D (-2811) (-) m/z 91.05 100.00%
91.0
5000
1o 207.1
1 65.1 17811 | 17.80 18.00 18.20 18.40
L T by b WML LTS | 2340 Tw/Z 117.00  26.15%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #34626: Benzene, (3-nitropropyl)-
91.0
5000
117.0 17.80 18.00 18.20 18.40
00 650 m/z 207.10 15.82%
S I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91.0
17.80 18.00 18.20 18.40
5000 m/z 194.10 10.69%
a0 o 208.0
65.0 173.0 ' 278.0
WWTFWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropylymethyl phenyl sulfoxide, ... b R mamas e
91.0 129.0 17.80 18.00 18.20 18.40
m/z 115.00 8.37%
5000
207.0
390 650 | | | 15301780 | 316.0
miz-> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF062217\
Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

Sample : 13775-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Heptacosanol Concentration Rank 10

GHD-SB-020304-0-11

R.T. EstConc Area Relative to ISTD R.T.
18.17 2.77 ng 79381 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 81
2 1-Heneicosanol 312 C21H440 015594-90-8 81
3 Behenic alcohol 326 C22H460 000661-19-8 81
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 70
5 Triacontyl acetate 480 C32H6402 041755-58-2 64

Abundance Scan 2836 (18.168 min): BF096127.D (-2834) (-) m/z 69.05 100.00%
69.0 97.1
234.1
5000
291 1891 e
lll i1, | || 17.80 18.00 18.20 18.40
| A A m/z 55.00 96.28%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 R SRR PR DR B
1780 1800 18.20 18.40
o m/z 57.10 89.72%
Zm\w‘Hmkmgwomwmmzmm%ommww
m/z--> 50 100 150 200 250 300 350
Abundance
5.0 oo g
1780 18100 18.20 18.40
5000 m/z 83.05 89.00%
26/0 139 0168.0 2100 26602950
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol T T
430 830 17.80 18.00 18.20 18.40
‘ m/z 97.10 84.14%
5000 110
L ” Lk | ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 50 100 150 200 250 300 350 1780 18100 18.20 18.40

8270-BF060517 .M Fri

Jun 23 17:56:03 2017
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8270-BF060517 .M Fri

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF062217\
Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

Sample : 13775-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1,1°-Biphenyl, 4-(chloromet... Concentration Rank 8

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

18.48 7.77 ng 222893 Chrysene-di12 18.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 4-(chloromethyl)- 202 C13H11icl 001667-11-4 86
2 Benzene. 1.1°-TT(4-methviphenvl)... 290 C20H18S 032110-49-9 78
3 Benzeneacetic acid. .alpha.-phen... 226 C15H1402 003469-00-9 78
4 2-Propanone. 1.l1-diphenvl- 210 C15H140 000781-35-1 78
5 1-Benzhydrylazetidin-3-ol 239 C16H17NO 018621-17-5 78

Abundance Scan 2889 (18.480 min): BF096127.D (-2885) (-) m/z 167.05 100.00%
167.1
5000
18.20 18.40 18.60 18.80
. 91.1 115.1139. .
ol 51.0 139.0 203.1 239.1 m/z 165.05 24 _45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62661: 1,1'-Biphenyl, 4-(chloromethyl)-
167.0
5000 LI L L L L B
202.0 1820 1840 1860 1880
: m/z 152.10 14 _.89%
39.0 61,0 820 11501300, | L
T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
167.0
18.20 18.40 18.60 18.80
5000 m/z 168.10 12.73%
450 770 109012301449 197.0  239.0 290.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82924: Benzeneacetic acid, .alpha.-phenyl-, methy! ester LB e e e
167.0 18.20 18.40 18.60 18.80
m/z 166.00 8.27%
5000
226.0
280 510 77.0 1momunh 194.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z--> 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF062217\

Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

ﬁ?ggle i 13775-02 GHD-SB-020304-0-11
ALS Vial : 13 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 Benzeneethanol, .alpha.,.al... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.89 8.20 ng 235262 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanol. .alpha...alpha..... 350 C26H220 000981-24-8 90
2 Benzene. 1.17.1"".1"""-(oxvdimet... 350 C26H220 000574-42-5 80
3 Acetamide. N-cvcloheptvl-2.2-dip... 307 C21H25NO 351062-01-6 58
4 1.2-Diphenvlethvl isothiocvanate 239 C15H13NS 1000134-54-2 50
5 Diphenylmethane 168 C13H12 000101-81-5 49
Abundance Scan 2959 (18.892 min): BF096127.D (-2954) (-) m/z 167.10 100.00%
16f.1
5000
770 1020 15160 1660 16,00 1020
51.0 - - - -
RN N a2 2401 2721 m/z 168.10 74.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #184210: Benzeneethanol, .alpha.,.alpha.,.beta.-triphenyl-
167.0
5000 LA BN B SUNRN B
105.0 18.60 18.80 19.00 19.20
77.0 m/z 165.05 41.85%
51\0 ‘ ‘ ‘ 1390\‘ )l 194.0 24402720
miz--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
167.0
18.60 18.80 19.00 19.20
5000 m/z 183.10 40.27%
770 105.0
51.0 139.0 203.0 244.0 272.0 350.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #150612: Acetamide, N-cycloheptyl-2,2-dipheny!- AT T
167.0 18.60 18.80 19.00 19.20
m/z 152 .05 23.31%
5000
5.0 o7,
‘ 1390 211.0 278.0 307.0
m/z--> %&ebmmmmmmmmmnmmmwmmﬁﬁo' 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF062217\

Data File : BF096127.D

Aca On : 22 Jun 2017 17:54

Operator : SJ/MA

ﬁ?ggle i 13775-02 GHD-SB-020304-0-11
ALS Vial : 13 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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.30 10.32 ng 191971 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 53
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
5 Dodecanamide 199 C12H25N0 001120-16-7 47
Abundance Scan 3028 (19.297 min): BF096127.D (-3024) (-) m/z 59.00 100.00%
5d.0
5000
154.0 19.00 19.20 19.40 19.60
18512082 2410 m/z 72.10 73.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LN B SULRLA B I
19.00 19.20 19.40 19.60
29.0 m/z 55.05 42.82%
: 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
10,00 19.20 19.40 19.60
5000 m/z 41.05 30.48%
29.0 86.0 1140 1420 1700 2120  255.0
WWWWWTWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7815: Pentanamide, 4-methyl- A Emma s e
59.0 19.00 19.20 19.40 19.60
m/z 43.10 27 .31%
5000
Iy | |
m/z--> 20 45 eb 80 160 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF062217\

Data File : BF096127.D

Acq On : 22 Jun 2017 17:54

Operator : SJ/MA

3?22'6 i 13775-02 GHD-SB-020304-0-11
ALS Vial : 13 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... 4.45 12.9 ng 254066 1 7.27 394496 20.0
unknown6 .94 6.94 96.0 ng 1893160 1 7.27 394496 20.0
Hexadecane 13.76 2.3 ng 52929 4 14.53 460992 20.0
n-Hexadecanoic acid 15.56 2.6 ng 60647 4 14.53 460992 20.0
unknownl18.04 18.04 2.3 ng 65132 5 18.27 573904 20.0
1-Heptacosanol 18.17 2.8 ng 79381 5 18.27 573904 20.0
1,1"-Biphenyl, 4-_._.. 18.48 7.8 ng 222893 5 18.27 573904 20.0
Benzeneethanol, .... 18.89 8.2 ng 235262 5 18.27 573904 20.0
9-Octadecenamide, ... 19.30 10.3 ng 191971 6 19.94 372126 20.0
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