LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042117\

Data File : BF094568.D

Aca On : 21 Apr 2017 17:51 Instrument :

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

3?22'6 : 12784-01 FK-GF-02-005-A

ALS Vial : 11 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-BF041717 .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 3.907 332 335 345 rBV 238791 286329 10.33% 1.128%
2 4.307 399 403 421 rBV 2446607 2451757 88.44% 9.656%
3 5.390 582 587 603 rBY 2356848 2601271 93.83% 10.245%
4 5.513 603 608 611 rBY 2750331 2581248 93.11% 10.166%
5 5.760 646 650 654 rBV 753257 630508 22.74% 2.483%
6 5.937 676 680 684 rBY 2074869 2006933 72.39% 7.904%
7 6.413 755 761 764 rBVY 1548163 1590802 57.38% 6.265%
8 7.254 900 904 908 rBV 992442 852400 30.75% 3.357%
9 8.578 1124 1129 1132 rBV 2914810 2772295 100.00% 10.919%
10 9.078 1210 1214 1222 rBV 591114 528190 19.05% 2.080%
11 9.389 1259 1267 1271 rBV 909745 957135 34.53% 3.770%
12 9.983 1364 1368 1372 rBV 49166 49837 1.80% 0.196%
13 10.260 1407 1415 1418 rBvV2 18148 28109 1.01% 0.111%
14 10.360 1428 1432 1445 rBV 1446498 1640698 59.18% 6.462%
15 10.572 1464 1468 1470 rBvV 63596 70841 2.56% 0.279%
16 11.124 1558 1562 1565 rVB 54306 48027 1.73% 0.189%

17 11.207 1572 1576 1579 rBV 905701 884927 31.92% 3.485%
18 11.236 1579 1581 1585 rVB 126338 103876 3.75% 0.409%
19 11.560 1633 1636 1645 rVB6 23665 43397 1.57% 0.171%
20 11.648 1648 1651 1656 rVB 52566 48823 1.76% 0.192%

21 11.942 1696 1701 1708 rBV3 73542 133261 4.81% 0.525%
22 12.695 1824 1829 1833 rBV 189506 187882 6.78% 0.740%
23 12.971 1871 1876 1880 rVB 170746 191633 6.91% 0.755%
24 13.183 1907 1912 1916 rBV 2062730 2312087 83.40% 9.106%
25 14.354 2107 2111 2118 rBV4 65368 107976 3.89% 0.425%

26 14.454 2122 2128 2131 rVV 751157 869505 31.36% 3.425%

27 14.483 2131 2133 2136 rVV 89253 95772 3.45% 0.377%
28 14.512 2136 2138 2143 rVB2 42653 49269 1.78% 0.194%
29 15.677 2333 2336 2339 rBvV 72996 100593 3.63% 0.396%
30 15.848 2363 2365 2372 rBV3 42617 58932 2.13% 0.232%
31 15.965 2382 2385 2390 rBV 49744 70093 2.53% 0.276%
32 16.018 2391 2394 2397 rVV 72400 81043 2.92% 0.319%

33 16.077 2400 2404 2418 rVB 654125 776685 28.02% 3.059%
34 16.571 2485 2488 2494 rVB2 64286 100627 3.63% 0.396%
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LSC Area Percent Report

Data Path : Z:\HPCHEMAI\BNA F\Data\BF042117\

Data File : BF094568.D

Aca On : 21 Apr 2017 17:51

Operator : SJ/MA

ﬁ?ggle i 12784-01 FK-GF-02-005-A
ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.495 2643 2645 2652 rVB3 44266 77524 2.80% 0.305%

Sum of corrected areas: 25390285
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094568.D

Aca On : 21 Apr 2017 17:51

Operator : SJ/MA

Sample : 12784-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

FK-GF-02-005-A

Abundance TIC: BF094568.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\Data\BF042117\

Data File : BF094568.D

Aca On - 21 Apr 2017 17:51

Operator : SJ/MA

ﬁ?ggle i 12784-01 FK-GF-02-005-A
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.91 9.08 ng 286329 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 335 (3.907 min): BF094568.D (-332) (-) m/z 43.00 100.00%
48
59
5000
s "o a0 A Ak
83 : : : :
...,....,....,....-,'::..,?3.4.',...‘??....,.'...,...:,|....,. m/z 59.00 58.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR SRR L R
3.60 3.80 4.00 4.20
59 m/z 101.10 21.27%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 360 3.80 4.00 420
5000 m/z 58.10 14.83%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol L L L L N NI BN N |
59 3.60 3.80 4.00 4.20
m/z 41.00 8.88%
5000 31 43 3
25‘\‘ 37‘ ‘\ 1L 53 \‘ : 67 1 84 101
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 9'0 1(')0 11'0 3.60 3.80 4.00 4.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEMI\BNA F\Data\BF042117\

BF094568.D

21 Apr 2017 17:51

SJ/MA

12784-01 FK-GF-02-005-A
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.51 Concentration Rank 1

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

5.51 81.88 ng 2581250 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 607 (5.507 min): BF094568.D (-603) (-) m/z 132.00 100.00%
132
5000 68
96 TrTTTTTTTT T T T T T T T T
40 54 -8 06 520 5.40 5.60 5.80
o m/z 68.10 41 .66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 RS SRS RN LS LR
520 5.40 5.60 5.80
o 104 m/z 134.00 32.24Y%
14 27 39 51 °° 77 g9 \\ 115 ‘
m/z--> 25 4b A 85 160 150 140 1éo 1éo
Abundance
132
520 540 5.60 580
5000 67 m/z 66.00 25.43%
41 97
53
79 117
107
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e B R ma
57 132 520 5.40 5.60 5.80
24 m/z 69.10 16.37%
5000 98 116
— ...,...‘n,m..u“,.nh.,MM..M,..“‘. - 189 SRS | S |
m/z--> 20 40 60 80 100 120 140 160 180 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\Data\BF042117\

Data File : BF094568.D

Aca On - 21 Apr 2017 17:51

Operator : SJ/MA

ﬁ?ggle i 12784-01 FK-GF-02-005-A
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.01 ng 133261 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1701 (11.942 min): BF094568.D (-1696) (-) m/z 73.00 100.00%
43 60 73
5000 129
7
01115 | 157 gy 213 g 11.60 11.80 12.00 12.20

m/z 43.00 87 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

43 60 73

5000 129 L L L L L
11.60 11.80 12.00 12.20

m/z 60.00 85.63%

213
143 157171 185 199

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

Abundance
43 60 73
T R
11.60 11.80 12.00 12.20
5000 - 129 m/z 57.05 69.05%
87 242
143 199
115 185
101 157171 213
A B R B M B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R T Lt
60 73 11.60 11.80 12.00 12.20
43 m/z 41.00 65.64%
5000 129
185 228
‘ ‘ ﬁ7 }01115 143157171 ‘ 199

m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\Data\BF042117\

Data File : BF094568.D

Aca On - 21 Apr 2017 17:51

Operator : SJ/MA

ﬁ?ggle i 12784-01 FK-GF-02-005-A
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.48 ng 107976 Chrysene-di12 14 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2110 (14.348 min): BF094568.D (-2107) (-) m/z 43.10 100.00%
83
5000
234 ULV BRI U
149 181202 282 14.00 14.20 14.40 14.60
m/z 57.05 92.17%
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 L UL UL B BUM
11 14.00 14.20 14.40 14.60
29 m/z 83.10 92 .09%
IﬂL ﬂ.‘hh Jm le}?gu}§8ll 210 238 2662965
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 UV BRI U
14.00 14.20 14.40 14.60
5000 111 m/z 69.05 83.40%
29 169
140 196,15 241 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #155046: 1-Heneicosanol L B o
55 83 14.00 14.20 14.40 14.60
m/z 97.05 82.07%
5000 111
29
Il I‘ ‘ | | 113 167 106 238 266 294
m/z--> 50 100 1éo " 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\Data\BF042117\

Data File : BF094568.D

Aca On - 21 Apr 2017 17:51

Operator : SJ/MA

ﬁ?ggle i 12784-01 FK-GF-02-005-A
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Benz[e]acephenanthrylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.09 ng 81043 Perylene-d12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzolelpvrene 252 C20H12 000192-97-2 94
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2394 (16.018 min): BF094568.D (-2391) (-) m/z 252.10 100.00%
252
5000
e 15.80 16.00 16.20 16.40
112 224 . . .
40 55 83 g8 151 167 184200 270 287 303 n/z 250.05 26 06%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104227: Benz[e]acephenanthrylene
252
5000
15.80 16.00 16.20 16.40
126 m/z 253.10 22 .53%
39 63 87 M2 150 174 200 224
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
252
' 15.80 16.00 16.20 16.40
5000 m/z 126.00 18.48%
126
39 63 g7 112 149 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene LA L L L B B
252 15.80 16.00 16.20 16.40
m/z 125.00 12.94%
5000
125
39 63 83 111 | 146 174 200 224 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

= Z:\HPCHEM1\BNA F\Data\BF042
: BF094568.D

: 21 Aor 2017 17:51

: SJ/MA

: 12784-01

11 Sample Multiplier: 1

117\

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

FK-GF-02-005-A

C:\DATABASENNIST11.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 7 Nonadecane Concentration Rank 5

8270-BF041717 .M Mon Apr 24 01:29:12 2017

R.T. EstConc Area Relative to ISTD R.T.
16.57 2.59 ng 100627 Perylene-d12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 2-methvloctacosane 408 C29H60 1000376-72-8 74
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
4 Triacontane 422 C30H62 000638-68-6 72
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 72

Abundance Scan 2488 (16.571 min): BF094568.D (-2485) (-) m/z 57.10 100.00%
57
85
5000
|||‘||||||'|'"i“ll""‘““l' In.nl? (N ||| ""|'|'||'|||||| m/z 71_10 74_01%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 A R SR B B
16 20 16. 40 16. 60 16.80
m/z 43.10 58.33%
29 113
\‘ il ‘\ “ H u‘ 141 169 197 225 268
m/z--> 55 100 1éo 260 250 300 3%0 '
Abundance
57
16,20 16.40 16.60 16.80
5000 85 m/z 85.05 52 .66%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #48854: Dodecane, 2-methyl- T
57 16.20 16.40 16.60 16.80
m/z 99.00 19.39%
85
5000
29 141
‘ J113 ‘ 169
I e s B —
m/z--> 50 100 150 200 250 300 350 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\

Data File : BF094568.D

Acg On 21 Apr 2017 17:51

Operator : SJ/MA

3?22'6 i 12784-01 FK-GF-02-005-A
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.91 9.1 ng 286329 1 5.76 630508 20.0
unknown5.51 5.51 81.9 ng 2581250 1 5.76 630508 20.0
n-Hexadecanoic acid 11.94 3.0 ng 133261 4 11.21 884927 20.0
Dichloroacetic ac... 14.35 2.5 ng 107976 5 14.45 869505 20.0
Benz[e]acephenant... 16.02 2.1 ng 81043 6 16.08 776685 20.0
Nonadecane 16.57 2.6 ng 100627 6 16.08 776685 20.0
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